
Screening strategies 
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Target screening 

All Ions MS/MS 

Acquisition 

- Batch overview 

- Quantitation 

- Identification 

(Accurate Mass, Isotopes, 

Qualifiers (fragments), RTs 

- Find-by-Formula 

(Subset PCDL) 

- Assign fragments as 

Qualifiers (Qual) 

- Generate Quant Method 

All Ions MS/MS 

Reference standard 

Suspect screening 

„What else is in my sample?“ 

All Ions MS/MS 

MS and target (auto) MS/MS 

- Find-by-Formula 

(Comprehensive PCDL) 

- Identify compounds 

- fragment co-elution (PCDL) 

- library searching (PCDL) 

- Suspect List 

- Identification by fragment 

co-elution, library searching 

- Tentative Identification by 

in-silico fragmentation (MSC) 

Non-target screening 

„De-replication“ 

MS and target (auto) MS/MS 

- Molecular Feature Extraction 

- Mass Profiler 

(2-sample comparison) 

- Mass Profiler Professional 

(Multivariate statistics) 

- Differential results 

- Identification by MS/MS 

library searching (PCDL) 

- Tentative Identification by 

in-silico fragmentation (MSC) 
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PCDL  

Search 
MSC   MFG 

Compound List 

Proposed Identification 

Compound  List 

2 Condition 

Find and  

Compare 

Statistics Multivariate 

 Analysis 

Find Compounds 

by MS/MS 
Recursive  

Feature Finding 

Non-target screening – statistical sample comparison 
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Acquisition 

MS 
Acquisition 

MS/MS 

FOR-IDENT 



Intermediate solution - MassBank Converter GUI 
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Works in both directions (.cef  MassBank; MassBank  .cef) Spectral display for single CE 

Fragment list, filtering options, and paste functions 

Meta-data included from xls-

schema, imported from 

ChemSpider, and/or manually 

edited  



Intermediate solution - MassBank Converter GUI 

Individual data files for each CE are generated 
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Generate customized output format 

from MassHunter to FOR-IDENT; 

use same format to generate import 

file (.cef) 


