Accurate Mass LC-MS/MS: Basic Introductory Course
James Little

Mass Spec Interpretation Services
7/2/2026
mzinterpretation.com

Video/Handout: Installing Software, Libraries, Structure Drawing Software
and Test Files

Learn the Principles. Understand the Data.
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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
» 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
» Place 3 test files in NIST26-TANDEM-DEMO in TestFiles folder
» Same folder containing 2 test files supplied by NIST with demo software

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

» Demo Files Location for MS/MS Data Files

» Users’ Files Kept in Any Location

» 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

TestFiles X 4+
« T~ © > ThisPC > Local Disk (C) > NIST26-TANDEM-DEMO > TestFiles
© New T Sort = View
“ Home Name A Date modified Type Size
M Gallery 2026-04-25_QC-Std_Lumos_HC... 4/30/2026 12:41 .. MZML File 84,632 ...
“'} - j:mes - Personal 2026-04-25 QC-Std_Lumos_HC... 4/25/2026 11:59 .. MZML File 109,263...
> Aizzhmems Checkout_TestMix AMSMS.mzML  7/2/2025 220 PM MZML File 23,875 ...
> M Desktop ForTox_TestMix_AMSMS.mzML 8/20/2025 4:00 P.. MZML File 17,650 ...

> & Documents vet_ AMSMS-r002.mzML 8/30/20259:41 .. MZMLFile 13,847 ..



Library Files Must be Kept in NIST26-TANDEM-DEMO Folder
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@ > ThisPC > Local Disk (C:) > NIST26-TANDEM-DEMO >
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Name
nistms
NISTMS.SPL
Other.his
NISTMS20.WRN

< MSPCALC.EXE.HiDpi

*I nistms-demo26.exe.HiDpi

+ settings_MSMS

TestFiles
mona_lecmsms
ms_dial_neg_v19
ms_dial_pos_v19
identifications
MSPepSearch

RunMsps

T Sort = View

Date moc;ified

7/2/2026 8:54 PM
7/2/2026 8:54 PM
7/2/2026 8:54 PM
7/2/2026 845 PM
7/2/2026 8:44 PM
7/2/2026 8:44 PM
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Type Size

Configuration... 25 KB

SPL File 17 KB

HIS File 0 KB

WRN File 1 KB

Windows Bat... 1KB

Windows Bat... 1KB

Configuration... 15 KB

File folder

i oo gl Free Library from My website
File folder Free Library from My website
File folder Free Library from My website
File folder

File folder

File folder

demo-lib

7/2/2026 8:44 PM

File folder &= Library supplied by NIST




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

T owce | leName | ws/wsspectrs | Structures

MoNA (May 2025) Mona_lcmsms 153,635 150,404
MS-DIAL (2025-2026) Ms_dial_pos_v19 322,191 0
MS-DIAL (2025-026) Ms_dial_neg v19 45,483 0
Total 521,309 Total 150,404

These NIST-format libraries were generated from publicly available spectral libraries distributed by the MS-DIAL
project and MoNA. All credit belongs to the original developers and contributors. Please cite the original sources

when using these libraries.
The foundational MS-DIAL paper is:

MS-DIAL 4: accelerating lipidomics and metabolomics data processing and annotation by Hiroshi Tsugawa et al.
Reference:

Tsugawa H, Cajka T, Kind T, et al. MS-DIAL 4: accelerating lipidomics and metabolomics data processing and
annotation. Nature Biotechnology. 2020;38:1159-1163. doi:10.1038/s41587-020-0531-2.

MoNA is maintained by the Fiehn Lab.
A commonly cited paperis:

MassBank/MoNA: Public Repository of Mass Spectral Data for Life Sciences by Tobias Kind et al.
Reference:

Kind T, Tsugawa H, Cajka T, et al. Identification of small molecules using accurate mass MS/MS search.
Mass Spectrometry Reviews. 2018;37(4):513-532. doi:10.1002/mas.21535.



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
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Program Group Shown from Start Menu for
ACD ChemSketch Free Program
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CheCking to Confirm that [€] All Control Panel ltems
ChemSketch is Default Program A | I > Control Panel > AllConrol onel e
° FE Yy \/ 5
for .mol file O=-480X >

Adjust your computer's settings

- )¢. Backup and Restore
P - >
F 4 AutoPlay 4

. # BitLocker Drive Encryption
¥ (Windows 7) ﬁ Y ypP

@ Credential Manage -~ Date and Time b Default Programs

-.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

Apps > Default apps

Set a default for a file type or link type

.mol Q

« ACD/ChemSketch FREEWARE application file
MDL Molfiles

Set defaults for applications

Search apps
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