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Part I.Part I.
The Problem The Problem 



“A major focus for the future of computational toxicology 
will be integration and analysis of large data sets. The 
current state of toxicity databases is something of a 
mess. There are a number of databases, each with 
differing content, architecture, and searchability, that 
makes the task of integration extremely difficult.”
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Part II.Part II.
Data Linkages Data Linkages 
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http://www.epa.gov/ncct/dsstox/



DSSTox Standard Chemical Fields:DSSTox Standard Chemical Fields:
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http://www.epa.gov/ncct/dsstox/DataFiles.html



CPDBAS_v4a_1481
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Species
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Leadscope Profile – Courtesy of Chihae Yang
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http://www.epa.gov/ncct/dsstox/sdf_toxcst.html



Search by:
Chemical Name
CAS Registry #





http://www.epa.gov/ncct/dsstox/sdf_iristr.html





http://www.epa.gov/ncct/dsstox/



http://www.epa.gov/dsstox_structurebrowser/











Structure-search



http://www.epa.gov/dsstox_structurebrowser/?dbs=iristr





Links directly to chemical data page for 
Aniline in PubChem









Current DSSTox files will be deposited in 
PubChem, providing links to DSSTox files (e.g., 
IRISTR) and Source web pages (EPA IRIS)



Links directly to chemical data page 
for Aniline in EPA ACToR
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http://ntp-apps.niehs.nih.gov/ntp_tox/index.cfm?

Structure-search
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CTEPPS_v1a_60



Next steps:

Begin to think about indexing of exposure-related 
information by chemical structure:

What exposure-related information and 
resources can be linked to chemical structure?

What modifications to existing exposure-related 
database resources are required?

How can exposure-related content be 
systematized into a relational database 
environment?

What would the world of Exposure-informatics 
look like?
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