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Transformation products

Lack analytical standards

Few reference spectra

Scattered transformation reaction information
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Transformation reaction data sources

Krier et al. Environment International, 2022, DOI: 10.1016/j.envint.2021.106885  
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https://www.sciencedirect.com/science/article/pii/S0160412021005109


Transformation reaction data sources

Liu et al. Water Research, 2012, DOI: 10.1016/j.watres.2012.07.005 
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Select a compound
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Text mined CID

Entry number
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Transformation type

Enzyme

Biosystem
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Save



What to do next
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.CSV

Download Saved reactions
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.CSV

Download Saved reactions Zenodo: Transformations 

from HSDB

What to do next
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.CSV

Download Saved reactions Zenodo: Transformations 

from HSDB

NORMAN S68 list

What to do next
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Curated reactions

28 compounds from NORMAN-SLE

8 compounds from the PubChem PFAS 

Tree

33 compounds on the ChemSec PBT 

SIN-list

8 compounds from internal PMT list

16 compounds in the CompTox azo-

dyes dataset

Tested on compounds from 5 datasets:

 

  

   

   

 
 
 
 
 
  
 
  
  
 
 
  
 
 
 

Valid reactions
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New reactions
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143
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Incorporation into MS workflows in patRoon

    Parents suspect 

screening
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Desethyl-atrazine
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TP library
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Compound selection data sources

28 compounds from NORMAN-SLE

NORMAN is a network of stakeholders working towards enhancing exchange of information about 

emerging substances. The compounds were randomly selected from the subset of S0 that had 

information in the Metabolism and Metabolites section with HSDB as the data source. List S0 is a 

compilation of all NORMAN suspect lists. 

8 compounds from the PubChem PFAS Tree

The PubChem PFAS Tree contains the PFAS and other fluorinated compounds in PubChem. All 

compounds from the “Molecule contains PFAS parts larger than CF2/CF3” section that also had 

information in the Metabolism and Metabolites section with HSDB as the data source were selected

33 compounds on the ChemSec PBT SIN-list

The ChemSec SIN list contains hazardous chemicals used in a variety of products. All compounds

meeting the persistent, bioacumulative and toxic were selected if they also had information in the 

Metabolism and Metabolites section.
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Compound selection data sources

8 compounds from internal PMT list
The internal PMT list comes from the ZeroPM project and contained 38 compounds at the time of 

use. For the development and testing of ShinyTPs all compounds with information in the 

Metabolism and metabolites section with HSDB as the data source were selected.

16 compounds in the CompTox azo-dyes dataset
This list contains 4103 azo-dyes assembled from public sources. For the development and testing of 

ShinyTPs all compounds with information in the Metabolism and metabolites section with HSDB as 

the data source were selected.  

Links:
https://www.norman-network.com/nds/SLE/

https://pubchem.ncbi.nlm.nih.gov/classification/#hid=120

https://chemsec.org/business-tool/sin-list/

https://zeropm.eu/

https://comptox.epa.gov/dashboard/chemical-lists/AZODYES
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