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CompTox Portal
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CompTox Chemicals Dashboard

• A publicly accessible website delivering access:
– ~875,000 chemicals with related property data
– Experimental and predicted physicochemical property data
– Experimental Human and Ecological hazard data
– Integration to “biological assay data” for 1000s of chemicals
– Information regarding consumer products containing chemicals
– Links to other agency websites and public data resources
– “Literature” searches for chemicals using public resources
– “Batch searching” for thousands of chemicals 
– Real time prediction of physchem and toxicity endpoints
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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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THE POWER OF 
BATCH

SEARCHING
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Batch Access to Underlying Data
https://comptox.epa.gov/dashboard/dsstoxdb/batch_search
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Inputs 
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CAS Numbers…
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Display Chemicals
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CAS Numbers…
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Possible Outputs…
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“MS-Ready Structures”
https://doi.org/10.1186/s13321-018-0299-2
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MS-Ready SMILES
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Possible Outputs…
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TEST and OPERA Predictions
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Transparency for prediction models
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TEST Real-Time Predictions
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TEST Real-Time Predictions
with detailed calculation reports
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TEST Real-Time Predictions
with detailed calculation reports
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TEST/OPERA Batch Download 
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Possible Outputs…
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Curation Level Details

• We have full time curators checking data 
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Possible Outputs…
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Hazard Data from “ToxVal_DB”

• ToxVal Database contains following data:
– 30,050 chemicals
– 772,721 toxicity values
– 29 sources of data
– 21,507 sub-sources
– 4585 journals cited
– 69,833 literature citations
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Access to Chemical Hazard Data
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Possible Outputs…
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In Vitro Bioassay Screening 
ToxCast and Tox21 
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Possible Outputs…
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Sources of Exposure to Chemicals
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Possible Outputs…
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IRIS Report
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Integrated Data in Excel Sheet
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Possible Outputs…
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Literature Searching 
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Literature Searching 
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Literature Searching 
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Abstract Sifter for Excel
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Possible Outputs…
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Identifiers to Support Searches
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Possible Outputs…
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Transformation Products
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Related Substance Relationships



CASRN Checking 
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Batch Searching Formula/Mass
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Searching batches using MS-Ready 
Formula (or mass) searching
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AN EXAMPLE 
APPLICATION
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Aggregate data for a list of chemicals
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Batch Search Names
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Excel 
Download



Add Other Data of Interest
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Possible Outputs – Chemical Lists
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Batch Search in specific lists
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Conclusion

• Dashboard access to data for ~875,000 chemicals
• Batch search capability for integrated search for 

thousands of chemicals across diverse data
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• Future capabilities will 
include batch prediction

• Ongoing data expansion 
continues day to day

• We are committed to open 
API development for data 
access and predictions
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