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See Full Course on NIST26 with new Integrated Deconvolution/Library Searching for 
EI GC-MS and LC-MS/MS!
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Important Skills

➢ Assume familiar with configuring and navigating Chromatogram NIST26
➢ If not, review following video and associated handout



➢ AMDIS still available as stand-alone application offering multiple library hits per peak 
searched (no structures), comparison of two files looking for differences, etc.

➢ Extensive Documentation on stand-alone AMDIS on my webpage
➢ Link to Website 

AMDIS in NIST26 Chromatogram Window vs. AMDIS Stand Alone Version

https://mzinterpretation.com/2020/08/ms-master-class/
https://mzinterpretation.com/2020/08/ms-master-class/


Selecting Process Mode and Saving Configuration

➢ Useful to select mode if both EI and Tandem NIST software installed
➢ After all program parameters set in all windows including Chromatogram, save the configuration
➢ Makes easy to restore a configuration between different data processing requirements
➢ Software usually delivered by NIST with some default configurations (*.ini) files

File Menu in 
Chromatogram window

Saving/Restoring 
Configurations (*.ini)
Note This Menu in Lib 

Search Tab



Open a GC/MS File for Processing in Chromatogram Window

Many different file formats

NIST libraries are mainlib 
and replib, but can 
search multiple other 
libraries suh as Wiley, 
user libraries, etc.



Excellent Help Information on New NIST26 Chromatogram Window

➢ To see all the useful information, go to Help on Menu and Select Help Topics
➢ Then Index and type in Chromatogram
➢ Click on Chromatogram Tab and the GC-MS Chromatogram Tips at the bottom of that page
➢ Also, in original index search, click on GC/MS Chromatogram

Link below at bottom of Chomatogram Tab



In Video, Showing Initial Results and Demonstrating Some Window Changes plus Abundance Linear vs. Log



In Video, Demonstrate Effects of Various Changes in Filters on Top Menu

Video Demonstrates all such 
as Filter Score, *Max2Med, 
Merge Duplicates, Best Hits, 
etc.

Note:  Watch Hits Change with filter changes!

*Max2Med – Maximum abundance divided by median abundance of query spectrum
  
Rule of thumb, library search results tend to be less reliable when Max2Med 
approaches 10



In Video, Demonstrate Sorting/Selecting Components of Interest from Results List

Operations Demonstrated in 
Video such as:

➢ Clicking to sort a column
➢ Selecting entries using 

keyboard Shift and Ctrl 
with left mouse click

➢ Sending selected to smaller 
list

➢ Almost endless numbers of 
approaches!

➢ Very flexible workflow to 
meet diverse user needs



After User List of Interest Defined, Review

Video Demonstration of 
Reviewing Selected List:

➢ Usually sort by RT, 
retention time

➢ Left click on first hit in 
list to highlight

➢ Use up and down 
arrows on keyboard to 
step through list

➢ Carefully examine the 
butterfly display in top 
right box to decide if to 
include in final report

➢ Demonstrate ctrl and 
shift keys to modify 
components to report

➢ etc.



➢ Select Entries of Interest, I created a list of all components >1% abundance
➢ Resorted by low to high retention tim
➢ Right click and Select “Copy Selected Hits to Clipboard”
➢ Can Then Paste into Excel

Creating a Report in Excel
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