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Topic 1:

GC×GC Instrumental parameters



1) Injection parameters? 

1a) Hardware information

1b) Software parameters

- Liquid

- HS (SPME, SHS, DHS, TD)

Full description 

needed

(not 

always the case…)



2) GC×GC parameters

2a) Hardware information

- Modulator, connections, …

- Columns

2b) GC×GC parameters

- Oven temperature

- Flow, pressure or linear velocity?

- Modulator: 

o Cryogenic: Modulation time, PM, hot/cold jet time?

o Flow: differential vs diverting, auxiliary pressure, flow in the modulator, accumulation time 

and washing time? Split ratio?

o Phase ratio: what to mention?

o Modulator offset for ‘modified’ display of chromatograms? How to deal with wraparound?

• Full details to be made available

• Refer to previous papers

• Jet duration can be important

• Add all parameters for replication

• NO issue with wrap around

• All parameters MUST be listed



3) Detector

3a) Frequency of acquisition? [try to cover all the main detectors]

- Do we need to state the number of point for peak in average?

- Do we really need 200Hz?

- Deconvolution parameters: what we need to know?

• Frequency to be adapted… based

on the needs… (sensitivity vs peak

shape vs deconvolution…) to be

clearly discussed

• Deconvolution is often ‘black box’, 

wrong settings lead to artefacts

• Guidelines to setup main 

parameters??



Topic 2:

Data processing



2a) Software parameters (Alignment parameters, S/N, Thresholds, etc)

2b) Post processing clean up: what needs to be done manually and what can be automatize? What do 

we need to report?
• Report all settings…

• Peak finding parameters (peak

width, number of data points, 

changes over time

• Report best fits

• Impossible to be exhaustive

• Detrect more/detect less?

• Make ‘raw’ data available… for re-

processing from third parties…



• Should guidelines be published ??? Complicated

• Some processing parameters are not clear to 

users themselves (depending on the software)…

• Legacy software for later use ?

• How (where) to store data ? Related cost ?

• Data protection…

• Prove your point, no matter the path

• Be transparent

• ……



Topic 3:

Quality Control



3a) Tuning results and frequency?

3b) Necessity of (sample, instrumental, …) blanks ?

3c) Standards for instrument check: do we need it? 

How the QC-chart should be filled in?

What parameters to be checked? What rules to be applied?

3d) Need for calculation of space occupation/orthogonality?

3e) Should experimental design parameters and plots be included?

• Rely on instrument 

tunes…

• Demonstrate control of 

hardware (QC charts 

on tRs, etc…) 

MANDATORY in 

forensics

• Space occupation not 

critical – results are 

driving methods

• Document blanks and 

report strategy

• Include QC samples



Topic 4:

Do we need a set of different minimum acceptable parameters to 

be reported according to the field of applications?





4a) What minimum set of parameters for identification ?

-1tR (LRI, delta LRI ??)

-2tR ?

-Library match value ? (forward, reverse, probability, …)

-Mass accuracy ?

-Pure standard injections ?

-…

4b) What about initiatives like “Identification Grading System” ?

-What default value to set ?

• Difficult to define how 

confident we have to 

be

• Subjective view points 

depending on 

reviewers/journals

• Need for a set of 

defined values

• Some proof of concept 

studies still needed

• Use of a ‘scoring

system’



Topic 5:

Should we use the current ‘official nomenclature’? 

Is it time for an updated nomenclature? 

Do we need a nomenclature? 

Column sets nomenclature to be used?



GCxGC Nomenclature

May 2012

• Nomenclature is

very important

• Users MUST use 

proper terms and 

layout

• People to speak the 

same language









Topic 6:

Do we need to always show at least one chromatogram? 

What about apex plots vs real peaks?

Pseudochromatograms ? FR ‘bubble’ plots?



• Apex plots are an efficient way to report 

chromatographic data

• Always support findings with chromatograms

• ‘Bubble plots’ efficient to localize relevant 

analytes

• Bubbles can hide other analytes if too big…

• Use a mix of displays to illustrate and support 

findings



Topic 7: 

What should Supplementary Materials typically made of?  

How detailed should they be? 

Should raw data be made available?
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S-2 
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84 pages….

• How much is too

much ?

• What is reasonable ?



Topic 8: 

What else?




