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Installation of Resources for Course

NIST Software Program:

➢ Version 4.0 NIST26
➢ Shown only in Associated Installation Video
➢ Latest version no longer includes stand-alone AMDIS
➢ Only the newly integrated AMDIS, much easier to use than former

Additional 58,457 EI Reference Spectra with Structures

➢ User must manually download from my web page
➢ Link to 58,457 EI spectra and 33,461 Structures
➢ Manually Copy them to proper directory, NIST26-EI-DEMO/MSSEARCH

ACD Structural Drawing Software

➢ Steps shown in this handout
➢ Not shown in Video

Data Files for Processing

➢ Often demonstration files included in folder with download of software
➢ These and MANY more can be found and downloaded at the following link

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

➢ Can be downloaded to ANY location
➢ When opening, just browse to that folder
➢ Some file could be present from download of software
➢ Varies with the update sometime
➢ Total list of files at this link

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



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.





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


	Slide 1
	Slide 2
	Slide 3
	Slide 4
	Slide 5
	Slide 6
	Slide 7
	Slide 8
	Slide 9

