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5 Select Append then click Append method from Library-GC to append with 
non-target compounds (for which no standards for quantitation will be run). 
This is using a subset PCDL containing spectra of these compunds.

6 Browse and select the Library.
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7 From Method Setup Tasks, click Compund Setup to set up the Quant method. 
Note that many Quant method parameters will be set up in the Screener part 
of the method.
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8 Click Globals Setup and check SureMass if you use profile data 
(recommended).
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Suspect Screening Method Setup

1 Select Screening-GC.

2 Click Setup Reference Library and browse for your library. This is based on the 
complete PCDL, which is your Lookup library.

3 Click OK at library creation prompt.
4 Click New to create a new library method.
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5 Select SureMass peak detection.

6 Select the newly created reference library.

7 Click Save & Exit.



5 Data Analysis Workflows
Suspect Screening Method Setup

GC/Q-TOF PCDL User Guide 57

8 Check both boxes in Spectrum setup.

Deconvoluted scan as Spectrum Extraction Override: Sets which spectrum you 
want to see on mirror plot. If checked, a deconvoluted spectrum instead of 
spectrum extracted from the chromatographic region will be shown in mirror 
plot.

Spectrum Quantifier Qualifier Only: Sets how you want the Library Match Score 
calculated. If checked, Library Match Score will be based on the selected 
(quantifier and qualifier) ions.
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9 Set up Mass Extraction and Retention Time. (Note: Both mz and RT windows 
can be set up in Screener for convenience to avoid Fill Down that takes time 
for large number of compounds.)

10 Set up Outliers.

Outliers can be setup in Screener for all compounds for convenience to avoid 
Fill Down that takes time for large number of compounds.

Outliers can then be adjusted in Quant part of the method for individual 
compounds if necessary.
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These Outliers parameters are recommended for screening for pesticides and 
environmental contaminants. Other applications may have different settings 

11 Exit Method editor and click Yes to analyze the batch.

12 Wait for analysis to complete.
13 View Target Quantitation Results Table. You can view detailed results for each 

compound, including parameters related to the Screener such as Library 
Match Score and Coelution Score.
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14 Click Screening-GC to view suspect screening results. The screening window 
is focused on the compounds identified in samples and only key parameters 
are displayed.

Orange color-labeled compounds are for user’s review and can be moved to 
either “green” (confirmed hits) or “red” (rejected).

Deconvoluted spectrum

PCDL spectrum

Library match for 
Quant and Qual ions only
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15 To create reports, select Generate Report and click New under Report method.

16 Click Add Template to select a report template.

17 Select a template, then click Save & Exit.
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18 Click OK to generate the report.

19 View the detailed report saved in the Quant Report folder.
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20 You can also generate and view a summary report.
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Non-targeted Screening in the Unknowns 
Analysis Software

1 Click New Analysis (Ctrl+N) to create a new batch.

2 Click Add Samples.

3 Click Edit Method.

4 Under the Peak Detection tab, click SureMass.
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5 Under the Deconvolution tab, set the RT window size factor.

6 Under the Library Search tab, click Change Library to choose a PCDL library.
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7 Choose a Library.

8 Use the Pre-search type pulldown to choose how fast and accurate you want 
the search.
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9 Check Adjust Score to make it similar to NIST scoring, and remove duplicates 
if you wish.

10 Check Use RT Match if you want the RT calibration file to match library’s RTs. 
With the calibration file, it will match RIs.
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11 Under the Component Identification tab, set Min m/z so that it is no lower than 
the data acquisition mass range. Also select minimum Library Match Factor 
and number of hits per component.

12 Click Perform Exact Mass box, and select algorithm for ion Peak Selection 
Weighting.
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13 Under the Blank Subtraction tab, check Perform Blank subtraction.

14 Click Apply to All Samples.
15 Click Advanced then click Yes.

16 In Accurate Mass Tolerance (PPM), increase the values so very small ions in 
the deconvoluted spectra do not get discarded due to increased mass 
accuracy error.

17 Click Standard then click Yes to apply changes.
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18 Select Blank sample type for subtraction, then click Analyze All to analyze the 
batch. An Analyze window will appear with a progress bar.

19 Analysis results will be displayed. Columns can be configured to include 
Component and Library RI.
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20 Click Exact Mass Table to display Exact Mass Results.

All highlighted ions in the component spectrum and shown in the ExactMass 
Table correspond to the hit with regards to the accurate mass.
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