
James Little
June 26, 2026

38 years Eastman Chemical Company
11 years Mass Spec Interpretation Services

https://mzinterpretation.com/

Free NIST GC-MS Software Lab 
for Universities:

Processing Typical Data Files in 
Chromatogram Window

Link to University LogosLink to GCMS Schematic Above

https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/
https://lofrev.net/college-football-logos-pictures/
https://en.wikipedia.org/wiki/Gas_chromatography%E2%80%93mass_spectrometry


Configuring and Navigating Chromatogram Window NIST26 and Help Files

➢ Very useful detailed information windows manipulation and help files
➢ Additional information in NIST26 Comprehensive Users’ Manual
➢ Found on my website
➢ See video tutorial link
➢ See associated handout

https://www.youtube.com/watch?v=KBCyDpU-lWY
https://www.youtube.com/watch?v=KBCyDpU-lWY
https://mzinterpretation.com/wp-content/uploads/2026/04/Configuring-and-Navigating-Chromatogram-Window.pdf
https://mzinterpretation.com/wp-content/uploads/2026/04/Configuring-and-Navigating-Chromatogram-Window.pdf


Downloading Additional EI Data Files 

➢ I have supplied some additional demo files on my website
➢ Download from my website under Resources
➢ Link to website
➢ For convenience, place in folder such as shown in screen shot below

https://mzinterpretation.com/2023/08/university-laboratory-for-gcms-data-processing/
https://mzinterpretation.com/2023/08/university-laboratory-for-gcms-data-processing/


Basic Understanding of Operations Performed in Chromatogram Window #1

➢ Performs deconvolution of spectra
➢ Performs library search to yield best library match
➢ AMDIS:  “Automated Mass Spectral Deconvolution and Identification System”
➢ AMDIS function now fully integrated into NIST Search program
➢ Previously performed by AMDIS stand-alone program
➢ Integrated approach much simpler

“Think of the integrated AMDIS engine as the laboratory assistant working behind the scenes. 
Before you ever see a library search result, it has already cleaned the spectra, removed 
background contamination, separated overlapping compounds, and extracted the purest 
possible spectra for searching. In NIST26 you don't have to operate the assistant—you simply 
benefit from its work.”  

Quote above from ChatGPT prompt



Basic Understanding of Operations Performed in Chromatogram Window #2

➢ Deconvolution means mathematically separating mixed mass spectra into the pure spectra 
of the individual compounds.

➢ Very complex process, but accomplishes the following:



AMDIS looks at every ion separately.
Instead of looking at one total chromatographic peak...

For example it follows
m/z 43
m/z 57
m/z 91
m/z 105
etc.

If several ions rise and fall together...
they probably belong to the same compound.
If another group of ions rises at a slightly different time...
they belong to another compound.
Those groups become separate mass spectra.

Basic Understanding of Operations Performed in Chromatogram Window #3



Basic Understanding of Operations Performed in Chromatogram Window #4

Figure above generated by ChatGPT from My Prompt
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