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Overview
➢ Fully functional NIST26 EI GC-MS Demo copy 
➢ Demonstrates new integrated AMDIS 
➢ NIST26 Search Chromatogram Tab
➢ Deconvolution and Library Search together
➢ AMDIS Stand-Alone NOT Included

Resources:
▪ Fully functional download from NIST, link to NIST website
▪ AMDIS Stand-Alone NOT Included
▪ EI GC-MS nominal mass and accurate mass demo files, see location in following slides
▪ NIST Demo library of 2,373 EI spectra and associated structures
▪ My additional FREE EI libraries of ~58,000 EI spectra and ~33,000 structures, link to my website

Note:  Included FREE libraries do not compare to NIST EI libraries in either quantity or quality, 

Topics in Video and Associated Handout:
▪ Installation of software
▪ Location of files
▪ Content of My Free Libraries
▪ FREE EI libraries and their relative quality vs. NIST26 libraries
▪ Demo of 2 test files, nominal and high resolution
▪ Use of older versions of library with NIST26 Demo Program

https://chemdata.nist.gov/dokuwiki/doku.php?id=chemdata:nistlibs
https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/
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Possible Problems Installing/Uninstalling with Win.ini, especially if previous version of NIST Present (1 of 2)

➢ When downloading the EI demo when previous version of NIST 23, the win.ini is changed
➢ Can possibly cause issues with the original version, e.g., NIST23, but could be even earlier version
➢ Thus, be sure to return to original state when uninstalling EI demo when finished
➢ Originally for NIST23, the win.ini appeared as below as opened in notepad
➢ Can make backup copy before installing
➢ Or edit after finishing to remove the EI Demo changes
➢ Whichever, c:/windows/win.ini is a protected folder
➢ Requires some administrative privileges
➢ Might need to take outside that folder and edit
➢ Then drop it back in C:/windows folder to overwrite it
➢ VERY important to make sure file type (extension, .ini) is correct!
➢ Cannot be save as text, see NEXT slide

Before Installation
After Installation
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Possible Problems Installing/Uninstalling with Win.ini, especially if previous version of NIST Present (2 of 2)

➢ Make sure after editing, it is still an .ini file extension (Configuration Settings), NOT, .txt, Text Document
➢ Show file configurations while doing operations!



Demo Files Location for Nominal Mass
Users’ Files Kept in Any Location

➢ All EI Files found on my website at following Link
➢ Some can be found as resources on NIST installed software program
➢ Files can be downloaded to any folder
➢ User could then browse to that folder from NIST program
➢ Both nominal (low-resolution) and high-resolution examples

https://mzinterpretation.com/2024/10/agilent_and_thermo_msms_example_files/


Library Files Must be Kept in NIST-EI-DEMO/MSSEARCH Folder

Free Library from My website

Demo Library supplied by NIST

Free Library from My website

Free Library from My website

Free Library from My website
Free Library from My website

➢ Libraries are found at the following link
➢ Must be downloaded in specific location to be accessed by NIST Program

https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/


Caution in Use of My FREE EI Libraries 

➢ Always be skeptical of results, especially with my lower quality FREE EI libraries
➢ However, there can be errors in any EI library including commercial ones
➢ Library results yield a proposed structure
➢ An aid to identification
➢ User must carefully interpret the final results
➢ Consider sample origin, other related species in sample, organic chemistry, etc.





After Initial Evaluation, Consider Purchasing Updated or New NIST26 EI Library



Growth Over Time of NIST EI Library



Wide Variety of New Compounds from Diverse Databases 



Use of Older Versions of NIST Libraries

➢ Tested with NIST98 EI library of 129,136 spectra
➢ Remove mainlib (NIST demo library) from NIST26-EI-DEMO/MSSearch Folder
➢ If libraries named WinMain and WinRep in older versions
➢ Rename mainlib and replib 
➢ Place library files in NIST-EI-DEMO/MSSEARCH Folder
➢ Run Tools and Update both mainlib and replib with (Re)Index EI Hybrid Search
➢ Run Tools and Update both mainlib and replib with (Re)Index InChiKey
➢ (Re)index makes hybrid search work, but only delta mass column shown
➢ Other newer hybrid search functions such as dForm and pctRelForm not populated

Found in Lib Search Tab
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