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• In-silico fragmentation (“FISh Scoring”) uses a new 
algorithm with increased coverage for negative ionization 
mode and increased speed of fragmentation

• Apply PFAS Scoring node for PFAS prioritization

• PFAS Plot shows the normalized mass defect (MD/C) 
versus normalized mass (m/C), with option for CF2-
transformed

• Top-level table "Formulas", consolidates detected or 
predicted formulas from all annotation sources within a 
workflow

• Export Compounds table to Thermo Scientific  
Chromeleon  Chromatography Data System (CDS)

• Export GC/EI Compounds table to Chromeleon CDS
• Targeted stable isotope labeling workflow
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FISh Scoring

PFAS Plot
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Improved FISh scoring

In-silico fragmentation (“FISh 
Scoring”) uses a new algorithm 
with increased coverage for 
negative ionization mode and 
increased speed of 
fragmentation
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Improved FISh scoring

In-silico fragmentation (“FISh Scoring”) uses a new 
algorithm (“sledgehammer”, also in MassFrontier 8.1) 
with increased coverage for negative ionization 
mode and increased speed of fragmentation (~3x)
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Updated NTA PFAS workflow

Zweigle et al. Efficient PFAS prioritization in non-target HRMS data: systematic evaluation of the novel MD/C-m/C approach. 2023 
link.springer.com/article/10.1007/s00216-023-04601-1
Zweigle et al, FindPFΔS: Non-Target Screening for PFAS─Comprehensive Data Mining for MS2 Fragment Mass Differences, 2022, 
pubs.acs.org/doi/10.1021/acs.analchem.2c01521 

New PFAS Scoring nodeNow supports 
Internal Loss Search

Updated 
database
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PFAS scoring node and PFAS Plot

Zweigle et al. Efficient PFAS prioritization in non-target HRMS data: systematic evaluation of the novel MD/C-m/C approach. 2023 link.springer.com/article/10.1007/s00216-023-04601-1
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Search Neutral Loss| Internal Loss Search

Loss (mass difference) can be defined as 
Neutral Loss (PrecursorFragment) or 
Internal Loss (FragmentFragment)
or both 
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Internal Loss Search for NTA PFAS

Zweigle et al, FindPFΔS: Non-Target Screening for PFAS─Comprehensive Data Mining for MS2 Fragment Mass Differences, 2022, https://pubs.acs.org/doi/10.1021/acs.analchem.2c01521 

https://pubs.acs.org/doi/10.1021/acs.analchem.2c01521
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Export to Chromeleon CDS

To export from Compound Discoverer software, right-click in
• Compounds or 
• GC/EI Compounds table and select Export.

Import into Chromeleon 7.4 software using the Compound Data Import button on the 
Processing method toolbar, select Custom Definition, Custom Definition (CSV)

LC/MS

GC/EI
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New Formulas table (related table)
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Formulas table is also available as Main table
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User interface now scales the font size used in most charts and views

before after

Windows 11
System > Display
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Targeted Stable Isotope Labeling

• Compound Discoverer software supports targeted and 
untargeted stable isotope labeling

• New workflow template for targeted stable isotope labeling in 
version 3.5

• Specify targets via Expected Compounds
• Requires unlabeled reference sample
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S/N and Intensity

• Mass Spectrum View shows charge state, 
resolution, and signal to noise ratio in the 
tooltip for each peak.

• Intensity(Max) column is now available in the 
Compounds & Expected Compounds table.

• Max S/N column is now available in the 
Compounds & Expected Compounds table.

• Sample/Background Ratio column is now 
available when the Mark Background node is 
used.
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Assemble Compounds: additional parameters to improve specificity for annotation of MS1 fragments

Maximum fragment/precursor intensity ratio. 
• Default value=1: do not consider a peak in the full 

scan as a potential MS1 fragment if the intensity of 
the presumed fragment  is greater than the intensity 
of its precursor. 

• With values greater than 1, the software still 
considers such a peak as a potential fragment if its 
intensity is higher than that of its presumed 
precursor (up to and including the set ratio value).

S/N threshold. Default=3: do not consider a peak X in the full 
scan as a potential MS1 fragment if the S/N threshold of the 
corresponding fragment X in the MS2 scan is less than 3.
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Mark Background: no longer uses data based on Gap Filling for increased sensitivity 
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#Annotations column in the Compounds table #Annotations: Result 
counts for all 
annotation sources
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Questions
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