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Workflow non-target/ hidden-target Screening 

polar molecules (HILIC) 
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accurate mass/formula 

extracted features  

via vendor software 

STOFF-IDENT  

via “File Search” 

results ‘hidden targets’ 

HILIC results exclude 

HILIC-MS 

measurement 

logD <0 logD >0  
Filter 



HILIC- Detected Masses 
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HILIC- STOFF-IDENT „Filesearch“ 
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HILIC- Results and Download 
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HILIC- LogD Filter 
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Workflow non-target/ hidden-target Screening 

nonpolar molecules (RPLC) 

accurate masses/formula and 

retention time 

results 

‘hidden targets’ 

extracted features  

via vendor software 

RPLC-MS 

measurement 

STOFF-IDENT  

“Molecular screening” 

best match  

logD via RTI 

Filter 
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RPLC- Deteced Masses and retention time 
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RPLC- STOFF-IDENT „molecular screening“ 
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RPLC- Results and Download 
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RPLC- Results and Download 
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RPLC- Results and Download 
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RPLC- Results- Score, Proposed Best match  

and Download 



Workflow non-target/ hidden-target Screening 

polar molecules (HILIC) and nonpolar molecules (RPLC) 
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RPLC  

midpolar and apolar region 

accurate mass/formula and 

retention time 

results 

‘hidden targets’ 

HILIC  

very polar and polar region 

accurate mass/formula 

Extracted Features via 

vendor software 

STOFF-IDENT  

via “File Search” 

results  

‘hidden targets’ 

Exclude HILIC results 

HILIC-RP-ToF 

measurement 

logD <0 logD >0  

STOFF-IDENT  

via “Molecular screening” 

best match  

filter 
logD via RTI  

filter 



 

 

 

 

 

 

STOFF-IDENT data 

with only water 

relevant substances 

as first filter. 

 

 

Using filtered data 

with other databases 

and tools to develop 

a score and improve 

results.  

Browser / Web Application 

Single search 

Search via Excel 

files with mass 

targets 

Search via Excel 

files with mass 

targets and 

retention time 

(using RTI) 

Search via Excel 

files with mass 

targets, fragment 

masses  and 

retention time 

(using RTI) 

Software of analytical hardware vendors 

Pathway prediction 

systems 

like EAWAG BBD/PPS 
(TP prediction) 

 

 
In silico fragmentation  

 

 
Mass spectral Database 

 

 
Fragment masses and 

transformation products 

 

Further externals 
Looking for and evaluating 

further tools and databases 

Open-Access Platform ‚FOR-IDENT‘ 
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