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What is Suspect Screening? 
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Suspect and Non-target Screening Across Europe 
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Schymanski et al. 2015, ABC, DOI: 10.1007/s00216-015-8681-7  



NORMAN Collaborative Non-Target Screening Trial 

TARGET  

ANALYSIS 
SUSPECT  

SCREENING 
NON-TARGET 

SCREENING 

Quantified 
(n=11) 

Semi/Non- 

Quantified 
(n=12) 

Suspects 
(n=14) 

Isomer 

mixes 
(n=5) 

Identified 

Non-targets 
(n=6) 

Unidentified 

Non-targets 
(n=13) 

Formula 
(n=7) 

Level 1 Levels 2-3 Level 4 Level 5 Schymanski et al.  

2015, ABC, DOI:  

10.1007/s00216-015-8681-7  

#
 S

u
b
s
ta

n
c
e
s
 



Collaborative Trial Suspect Screening Lists  

19 institutes … 

Schymanski et al.  

2015, ABC, DOI:  

10.1007/s00216-015-8681-7  

More data sources  

and “lists” than  

participants! 



2015: NORMAN Suspect List Exchange was founded 

A new member in the NORMAN Database collection… 



NORMAN Suspect List Exchange 

http://www.norman-network.com/?q=node/236 

References Full Lists InChIKeys 



The Chemical Identity Challenge 
Schymanski & Williams, 2017, ES&T 

DOI: 10.1021/acs.est.7b01908 



The CompTox Chemistry Dashboard 

https://comptox.epa.gov/dashboard/  

 

    Search capabilities include: 

o Mass or formula-based 

searching  

o Rank-ordering of results via  

functional use statistics 

     Data include: (plus a LOT more …)  

o Experimental and predicted  

physicochemical properties 

o ToxCast bioassay screening  

data 

o Product and functional use  

information and more 

https://comptox.epa.gov/dashboard/


The Dashboard in brief – Example PFOS 

https://comptox.epa.gov/dashboard/  
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The Dashboard in brief – Example PFOS 

https://comptox.epa.gov/dashboard/  
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The Chemical Identity Challenge 
Schymanski & Williams, 2017, ES&T 

DOI: 10.1021/acs.est.7b01908 



Collaboration on Chemical Curation of Lists 

~2,600 PFAS 



KEMI PFAS List 

~2,600 PFAS 



KEMI PFAS List 



NormaNEWS 



NormaNEWS 



List Functionality in the Dashboard 

An overview of all the lists …  

More lists become available with every release 



The Dashboard in brief – Example PFOS 

https://comptox.epa.gov/dashboard/  
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This is only the beginning … future challenges: 

Huge progress in a short time – but much more to follow 

o Mixture identification and curation 

 

 

 

 

o Progressive curation – error detection and removal (early days!) 

o Progressive registration of additional substances 

o Contributions of additional lists are welcome! 

o Consolidation of the “MS-ready” concept – consistency between resources  

o Treatment of UVCBs: Unknown or Variable composition, Complex 
reaction products or Biological materials 

o https://comptox.epa.gov/dashboard/dsstoxdb/results?utf8=✓&search=

C10-12+chloroalkanes 

 

X 

Schymanski & Williams, 2017, ES&T 

DOI: 10.1021/acs.est.7b01908 

More details: Thursday Satellite Event  

Non-target Screening  
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Suspect Screening Examples 



NORMAN Lists in the Dashboard … 

Coming soon … (or just released …) 



Handling of Undefined Mixtures  
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Future work … integrating DTXSIDs into NORMAN Lists 

(many) more registrations… 

Cleaning up lists to remove errors 

Undefined mixtures (UVCBs) 


