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Free-Access “Cheminformatics” Tools 

• The EPA Center for Computational Toxicology and Exposure 

has delivered many tools to quickly access data for chemicals

– Cheminformatics modules (https://hcd.rtpnc.epa.gov/#/) 

• Hazard Profiling

• Safety Profiling

• AMOS – Analytical methods and Open Spectra
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https://hcd.rtpnc.epa.gov/#/


Emergency Response data harvesting

• Example application: How fast 

could we harvest data during an 

emergency response event?

• Access to toxicity data, safety data, 

chemical fact sheets, analytical 

methods etc.

• Consider the East Palestine Train 

Derailment
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How easy is it to source screening data?
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ORIGINAL REPORTED DATA 
POLYPROPYLENE

POLYETHYLENE

Residue lube oil

VINYL CHLORIDE 

DIPROPYLENE GLYCOL

PROPYLENE GLYCOL

DIETHYLENE GLYCOL

COMBUSTIBLE LIQ., NOS (ETHYLENE GLYCOL MONOBUTYL ETHER)

SEMOLINA

COMBUSTIBLE LIQ., NOS (ETHYLHEXYL ACRYLATE)

POLYVINYL

PETROLEUM LUBEOIL

POLYPROPYL GLYCOL

ISOBUTYLENE

BUTYL ACRYLATES, STABILIZED

PETRO OIL, NEC

ADDITIVES, FUEL

BALLS,CTN,M EDCL

SHEET STEEL

VEGTABLE, FROZEN

BENZENE

PARAFFIN WAX

FLAKES, POWDER

HYDRAULIC CEMENT

AUTOS PASSENGER

MALT LIQUORS



How easy is it to source screening data?

FILTERED TO CHEMICALS

VINYL CHLORIDE 

DIPROPYLENE GLYCOL

PROPYLENE GLYCOL

DIETHYLENE GLYCOL

ETHYLENE GLYCOL MONOBUTYL 
ETHER

POLYVINYL

POLYPROPYL GLYCOL

ISOBUTYLENE

BUTYL ACRYLATE

ETHYLHEXYL ACRYLATE

PARAFFIN WAX

POLYPROPYLENE

POLYETHYLENE
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Hazard Comparison Profiling

5                                                                          



Hazard Comparison Profiling
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Hazard Comparison Profiling



Easy Export of all data to Excel
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All Underlying Data Reported Out
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• Harvesting screening data easily, assembled from multiple 

resources is a key advantage

• Identification of authoritative, screening and predicted data



Safety Profiling
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Safety Profiling (work-in-progress)

• Safety data includes
– GHS data
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Safety Profiling (work-in-progress)

• Safety data includes
– GHS data

– Firefighting procedures
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Safety Profiling (work-in-progress)
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Safety Profiling (work-in-progress)

• Safety data includes
– GHS data

– Firefighting procedures

– Accidental release measures

– Transport information

– Toxic combustion products

– History and Incidents
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Historical Data can be very useful
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Conclusions

• US-EPA-CCTE has delivered tools to access data which can 

support rapid chemical assessment and emergency response

– Cheminformatics Modules 

• Hazard Module – hazard profiling of chemicals

• Safety Module – safety data for chemicals

• AMOS – Analytical Methods and Open Spectra

 

• Data caveats: always expanding and always under curation
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Links and Contact Info

• Cheminformatics Modules (CIM): https://hcd.rtpnc.epa.gov/ 

• Online Manuals: 
– CIM https://www.epa.gov/comptox-tools/cheminformatics-modules-manual 

– AMOS https://www.epa.gov/comptox-tools/analytical-methods-and-open-
spectral-amos-database-user-guide 

• Contact Antony Williams with any questions and/or requests 
for training: williams.antony@epa.gov 
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