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Example 1: Essential Oils 
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Example 2: Fish Extracts 
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Tools for Validation 
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Investigator Workflow 
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Extended Workflow: Peak-Region Features + Peaks 
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Process individual 
chromatograms and 

detect peaks 

Align processed 
chromatograms and 

match all peaks 

Extract compound 
feature vectors 

Use feature vectors for 
sample profiling; 

Discover potential 
marker compounds 

          Chromatograms                                  Reliable Peaks for Alignment                 Feature Template with Peak Regions 

Align Peak-Region 
Feature with TICs  

Compute Match Ranking for All Peaks 
Cross-Sample with: 

• ID information, i.e. library search, 
characteristic ions, etc; 

• Spectral match factors, i.e. direct match and 
reverse match factors; 

• Retention time differences. 

Generate an Aligned 
Aggregated Peak Table 

40 peaks matched across all 10 samples 

2327 peaks matched across at least 2 of 10 samples 

249 peaks matched across all 5 samples 

7941 peaks matched across at least 2 of 5 samples 

Check Spectra and Responses of Matched Peaks                                   Check the List of Possible Matches of a Peak 

http://www.gcimage.com/

