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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

Instructional Video Tutorials:

-Very Basic Theory of GCMS Analyses

-Installation of Software

-Configuring and Navigating Chromatogram Window NIST26 and Help Files
-Processing typical data files in Chromatogram Window

-Sending spectra from Chromatogram to Lib Search

-MS Interpreter for Correlating Structure to El fragment ions

-Drawing structures for MS Interpreter

-Creating User Library

-Advanced Processing

Associated Handouts for Video Tutorials:

-Very Basic Theory of GCMS Analyses

-Installation of Software

-Configuring and Navigating Chromatogram Window NIST26 and Help Files
-Processing typical data files in Chromatogram Window

-Sending spectra from Chromatogram to Lib Search

-MS Interpreter for Correlating Structure to El fragment ions

-Drawing structures for MS Interpreter

-Creating User Library

-Advanced Processing


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 El Data Files

» | 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

Resources:

-NIST26 Demo Software V4.0 Download

-NIST26 Users' Manual

-FREE EI Mass Spectra in NIST Format

-Cayman Forensic Library (Newest Version)

-ACD Free Software (structure drawing program personal/academic use)
-Mass Spec Calculator Professional (free structure drawing program)
-Additional Metabolome EI Partial Spectra >(2,593 spectra)
-Additional El General Files

-Additional El Drug File Examples (see read me in zip file)

-Additional Information on MS Interpreter

-Advanced El GC-MS Course

-Marry Mr. Mass Spec S

Select Data File

Drives: Path:
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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:

Problem in chromatogram What NIST26 does

Solvent tail Removes it from the spectrum

Column bleed Recognizes and subtracts it

Air and water Removes background ions

Coeluting peaks Separates compounds into individual spectra

Low abundance compounds Enhances detection after background removal



Basic Understanding of Operations Performed in Chromatogram Window #3

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 #4

How NIST 26 (Integrated AMDIS) Turns Difficult GC-MS Data

into Clean Spectra and Confident Identifications
Automatic background removal * Peak separation (deconvolution) ¢ Pure spectra for library search

WHAT NIST 26 (AMDIS) DOES AUTOMATICALLY
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ANIMATED SEQUENCE: FROM COMPLEX PEAK TO IDENTIFIED COMPOUNDS

o Identified Compounds

Raw Data o Remove Background o Detect Components o Build Profiles e Extract Pure Spectra e Library Search
All signals recorded Solvent tail, column bleed, AMDIS finds underlying lon groups that rise and Pure mass spectra are Each spectrumis Clean results with match
together. air & water are removed. components. fall together are grouped created for each searched against the scores.
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KEY TAKEAWAY: AMDIS works behind the scenes in NIST 26 to clean, separate, and simplify your GC-MS data.
You get better identifications—faster, easier, and more reliable—especially for complex real-world samples.

Figure above generated by ChatGPT from My Prompt
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REMEMBER:
NIST 26 doesn't just search your data—
it prepares iE for success firit.
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