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Installation of Resources for Course
NIST Software Program:

➢ Version 4.0 NIST26 Demo MS/MS Downloaded NIST Web Site
➢ Shown only in Associated Installation Video

Additional MS/MS Reference Spectra with Structures

➢ Demo library supplied with NIST Demo download, complimentary to data files downloaded with software
➢ User must manually download from my web page
➢ Link to 521,309 MS/MS spectra and 150,404 Structures
➢ Manually Copy them to proper directory, NIST26-TANDEM-DEMO

Three Additional Test Files in mzML Format

➢ Data files supplied with NIST software Demo software plus complimentary library for searching
➢ Additional test file in mzML format plus many in native format at the following link
➢ Native files can be converted to mzML format needed for NIST processing with ProteoWizard/msconvert

ACD Structural Drawing Software

➢ Steps shown in this handout
➢ Not shown in Video

https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/
https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/
https://mzinterpretation.com/2024/10/agilent_and_thermo_msms_example_files/


➢ Demo Files Location for MS/MS Data Files
➢ Users’ Files Kept in Any Location
➢ Other test files found at following link
➢ Put in with 2 NIST files for Convenience
➢ User Can Browse to Any Folder
➢ NIST26 MS/MS Software Only Processes mzML Files
➢ Convert Native Files with ProteoWizard/Msconvert Program
➢ Separate Tutorial

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


Library Files Must be Kept in NIST26-TANDEM-DEMO Folder

Free Library from My website

Library supplied by NIST

Free Library from My website
Free Library from My website



Caution, My FREE Libraries Not Carefully Curated
FREE NIST Library Very High Quality



Installing ACD ChemSketch Drawing Program

-Go to Resources on my web page at the following link

Link to Downloads 

-Install ACD software by left clicking on ACD Free Software link
-ACD will download to your Download folder
-double left click on the ACDLabs202310_ChemSketch_FInstall.zip
-double left click on the file displayed
-take all the defaults
-should find the files in your program group shown on next page

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


Program Group Shown from Start Menu for 
ACD ChemSketch Free Program



Checking to Confirm that 
ChemSketch is Default Program 

for .mol file

-.mol file is the type of file used in clipboard to 
send files between ACD ChemSketch and NIST 
Programs
-Type control panel in Start menu at bottom of 
windows screen
-select Default Programs option
-make sure .mol uses ChemSketch
-see display to left
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