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• GD 194: GD on Grouping of Chemicals, 
Second Edition (2014)
– Recommendations on grouping strategies

– Data needs to support groups

• In the process of updating the 
document to reflect learnings and use 
of additional methods
– Lesson learned from case studies on 

grouping and read across approaches

– Use of Omics to support chemical groups 

Chemical Grouping
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https://www.oecd.org/publications/guidance-on-grouping-of-chemicals-second-edition-9789264274679-en.htm
https://www.oecd.org/publications/guidance-on-grouping-of-chemicals-second-edition-9789264274679-en.htm
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• Free software application to predict the properties of 
chemicals (version 4.7 launched in 2024)

• Estimate missing experimental values by read-across and 
trend analysis (grouping of similar chemicals, chemical 
categories) 

www.qsartoolbox.org 

QSAR Toolbox (1)
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http://www.qsartoolbox.org/
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(Quantitative) Structure-Activity Relationships
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• Most projects on OECD Test Guidelines Programme today are about 
harmonisation of non-animal methods

• Achievements include a number of harmonised TGs e.g. 

– skin and eye irritation/corrosion
• associated Performance Standards

• related Guidance Document on IATA

– skin sensitisation
• Underpinning AOP

• IATA case studies

• Key event-based TGs

• Defined Approaches TG 

OECD Test Guidelines
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Integrated Approaches to Testing and Assessment
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Integrated Approaches to Testing and Assessment (IATA) | OECD

https://www.oecd.org/en/topics/sub-issues/assessment-of-chemicals/integrated-approaches-to-testing-and-assessment.html
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• Molecular alterations occur before 
changes in apical endpoints

• Omics provides significant advantages 
over traditional toxicology tests

– Rapid & cost-effective data generation

– Reduction in animal use
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The promise of omics for human health and 

environmental protection

Meier, M.J., Harrill, J., Johnson, K., Thomas, R.S., Tong, W., Rager, 
J.E., Yauk, C.L. Nat Rev Genet (2024).

Slide credit: M. Meier
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Paving the Path to Confidence and Acceptance of Omics 

for Regulatory Applications
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