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STOFF-IDENT: database of environmentally-relevant 
substances 
   data base entries: 

 
• industrial chemicals (registered under REACH)   ca. 4350  
• human pharmaceuticals and metabolites   ca. 1600 
• (veterinary pharmaceuticals) 
• pesticides and metabolites    ca.   300 
• biocides      ca.   880 
• further substances detected in the aquatic environment (e.g. from target lists of 

project partners)      
• transformation products  

 

Fotos: LfU 
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► total: ca. 8000 entries 



REACH 

• 7.12.2010:   2.992 registrations 
• 1.06.2013:   6.600 registrations 
• 3.12.2013: 11.766 registrations 
• manual removal of anorganic substances, mixtures of substances, 

intermediates and complexes 

registration time table: 

• 1.12.2010: chemicals >1000 t/a 
+ R50/53  >100 t/a  
+ CMR (category 1+2)  ≥1 t/a  

• 1.06.2013: chemicals >100 t/a 

• 1.06.2018: chemicals 1-100 t/a 
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STOFF-IDENT: data sets 

• name 
• CAS-Nr. 
• EC-Nr.  
• SMILES 
• chemical name (IUPAC) 
• molecular formula 
• exact, monoisotopic mass 
• log POW  
• log DOW at pH 3, 5, 7, 9 
• volume bands according to REACH 
• additional information e.g. water solubility 
• substance group, application = category 
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How to use the database „STOFF-IDENT“ (SI) 
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• search for single feature 
• upload of search files in Excel-format together with the upload of calibration 
    data for retention time index (RTI) 



How to use the database „STOFF-IDENT“ (SI) 
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acquisition 
parameter 
and SI file 

search results 
best match RTI/logD normalization 



How to use the database „STOFF-IDENT“ (SI) 

green indicates a neutral molecule with logD value between  
0.35 – 4.00 
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How to use the database „STOFF-IDENT“ (SI) 

red indicates an ionizable molecule 
 if the molecule is negatively charged 
 ∆ logD: substract 1 logD value 
 i.e. ∆ logD = 1.16 - 1.00 = 0.16 
 

Screening using databases: STOFF-IDENT 

9 



10 

Screening using databases: STOFF-IDENT 

Additional features 

• Links to 
 
 - MassBank data set via MassBank ID 

 - chemicalize.org (further physico-chemical properties etc.) 

 - ECHA REACH homepage – but no direct link to respective 
   data sheet possible 
 - DAIOS (planned) 
 
 

 



Outlook 

• STOFF-IDENT will be publicly available (homepage LfU) in 2015 

• at the moment: login-data can be requested directly at: 

marco.luthardt@hswt.de 

• new REACH chemicals will be inserted on a regular basis 

• a follow-up project is planned to create a larger working platform 

to integrate different tools for non-target analysis (open-source 

solution) 
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Outlook: STOFF-IDENT – a part of a greater open-source 
platform 
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RISK-IDENT project team February 2014 
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