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Overview

» Fully functional Demo copy to demonstrate powerful new deconvolution/library searching software
» Integrated in library search in NIST26

» Handout for details of installation

» Software demonstrated in associated video

Resources:

= Fully functional download from NIST, link to NIST website

= Demo library from NIST of 26 compounds and 830 associated MS/MS spectra

= Test files (2) of sample in positive and negative mode containing NIST26 demo compounds

= 3 Files from mzinterpretation.com of common commercially available compounds in mzML format

= 3 Public libraries from mzinterpretation.com in NIST format, see link

= Public libraries contain >520K MS/MS spectra and >150K structures from MoNA and MS-Dial

= Basic Theory of LC-MS, see link

= QOther additional data files in native formats (see link), can convert to mzML with ProteoWizard/msconvert,
see separate section with video/handout (see link)

Note: 3 Public libraries don’t compare to NIST MSMS spectra in either quantity or quality, but do
contain compounds not found in NIST26 Library, suggest searching all of them


https://chemdata.nist.gov/dokuwiki/doku.php?id=tandem_search_program_demo
mzinterpretation.com
mzinterpretation.com
https://mzinterpretation.com/2023/10/free-ei-and-msms-spectra-in-nist-format/
https://www.youtube.com/playlist?list=PL6yA4jv5tA-k9_2NVxm5jlzpZV_aW59DT
https://www.youtube.com/playlist?list=PL6yA4jv5tA-k9_2NVxm5jlzpZV_aW59DT
https://mzinterpretation.com/2024/10/agilent_and_thermo_msms_example_files/
https://mzinterpretation.com/2026/04/v4-0_of_nist_msms-copy/

Possible Problems Installing/Uninstalling with Win.ini, especially if previous version of NIST Present (1 of 2)

VVVVVVYVYYVVVYVYYYVYVYY

Make backup copy of original win.ini file in C:/windows/win.ini before installation

When downloading the Tandem 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

Originally for NIST23, the win.ini appeared as below as opened in notepad

In 2023, the MS/MS and El libraries were delivered

The NIST23 APCI, High Resolution, and Low-Resolution MS/MS Libraries are compatible with the NIST26 Search software
Useful for evaluation

If you decide to uninstall NIST26 Tandem Demo software, return win.ini to its original state

Or edit after finishing installation to remove the Tandem Demo changes and make sure its contents are IDENTICAL to original backup!
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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=  WIN.INI X win.ini
7 File Edit View
File Edit View

2 [NISTMS]
Amdis32Path=C: \NIST23\AMDIS32\

[NISTMS]
Amdis32Path=C:\NIST23\AMDIS32\
AmdisMSPath=C:\NIST23\AMDIS32\
Path32=C:\NIST23\MSSEARCH\
WorkDir32=C: \NIST23\MSSEARCH\

| AmdisMSPath=C:\NIST23\AMDIS32\

Path32=C:\NIST23\MSSEARCHY

| WorkDir32=C:\NIST23\MSSEARCH\

[NISTDEM2]

| Path32=C:\NIST26-TANDEM-DEMOY
WorkDir32=C:\NIST26-TANDEM-DEMO®,



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!

Windows X [+
e e e e s e
&« T~ G O > ThisPC > Local Disk (C:) > Windows »
~ PFRO 8/29/2026 443 P.. Text Document 146 KB
© New TSort | = View # regedit 8/27/2026 7:52 P.. Application 564 KB
“* Home Name O . » modified Type
B = Bdralarge icons ~ setupact 8/27/2026 9:24 P... Text Document 40 KB
Ga ery appcompat O Large icons '/2026 6:32 .. File folder
¥ @ james - Personal aoopatch 12026 1028 .. File folder — setuperr 4/1/2024 2:43 AM  Text Document 0 KB
> " Apps ppP 2 Medium icons T o
» ™ Attachments AppReadine S 1/2026 11:14 ... File folder + splwow64 8/27/2026 7:52 P... Application 216 KB
83 Small icons
> Desktop assembly - /2026 8:26 .. File folder ) system 4/1/2024 3:24 AM  Configuration settings 1KB
== IS
> @D t ' : i : - ot ;
- Docaments beastdvr _ ) /2026 8:23 P... File folder J twain_32.dlI 8/27/2026 7:53 P.. Application extension 94 KB
+ H Pictures Boot © = Details 2024 3:34 AM  File folder
. 5= Tiles ' . =) win - Copy 8/27/2026 12:44 ... Configuration settings 1KB
 Desktop i food 225 M Tle ol 1 win 8/29/2026 446 P.. Configuration settings 1KB
u839430 » BrowserCor i= Content '/2026 8:23 P... File folder . £l -
MSSEARCH * ChsTemp (B Details pane 1/2026 4:43 P... File folder
Treasurer Information * Cursors (0 Preview pane 2024 3:26 AM  File folder
LCMS data files *
‘ » debug Show
deposits di " Show or hide the set of
+ Downloads * 1agnostics characters added to the end of
pictures linked in DiagTrack 7 files that identifies the file type
Windows DigitalLocker £t
handouts Downloaded Program Files 471y ¥ B File nyme extensions
handouts
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Installation of Software

Be sure to make backup of original C:/windows/win.ini as describe in previous slides in this handout BEFORE
installing Tandem Demo Folder

Download NIST Demo software from NIST website and install

Winzip folder, can open zip file and double left click on file inside to begin installation

Link to NIST Website

NIST Test files located in c:/NIST26-TANDEM-DEMO/TestFiles

NIST Demo lib located in c:/NIST26-TANDEM-DEMO

Public libraries found on my website, see link

All public libraries and NIST demo-lib MUST be placed in c:/NIST26-TANDEM-DEMO folder

Test files of common compounds in mzML format on my website, see link

Also, native files found which can be converted with ProteoWizard/msconvert to mzML format (see link)

Place additional test files in NIST TestFiles Folder, but can be put in ANY desired folder, program can browse for them
Separate video/handout on using ProteoWizard/msconvert in the course, see link



https://chemdata.nist.gov/dokuwiki/doku.php?id=tandem_search_program_demo
https://chemdata.nist.gov/dokuwiki/doku.php?id=tandem_search_program_demo
https://chemdata.nist.gov/dokuwiki/doku.php?id=tandem_search_program_demo
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/
https://mzinterpretation.com/2024/10/agilent_and_thermo_msms_example_files/
https://mzinterpretation.com/2024/10/agilent_and_thermo_msms_example_files/
https://mzinterpretation.com/2026/04/v4-0_of_nist_msms-copy/
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Libraries for Searching and Required File Locations

> This PC > Local Disk (C:) > NIST26-TANDEM-DEMO >

@D

T

T Sort = View .
Name Date modified Type Size
s nIstms-democdZo.exe. Hibpl.bat 5/ 14/2U2b 11:1... WINJOWS Ba... | KB
+! settings_MSMS.INI 5/14/2026 11:1... Configurati... 15 KB
identifications 5/14/2026 11:3... File folder
‘ mona_lcmsms 5/14/2026 11:2... File folder ‘
* ms_dial_neg_v19 5/14/2026 11:2... File folder ( 3 public libraries
 ms_dial_pos_v19 5/14/2026 11:2... File folder |
TestFiles 5/147/2026 11:1... File folder
RunMsps 5/147/2026 11:1... File folder
MSPepSearch 5/147/2026 11:1... File folder NIST SrT.13||
demo-lib 5/14/2026 11:1... File folder ‘ , demo Ilbrary




File for Processing and Suggested Location

» Data files can be placed in ANY folder, program can browse for them
» Library files MUST be in c:/NIST26-Tandem_Demo folder to be used with library search
» The demo-lib of around 830 compounds and are used for library search of NIST Lumos pos and neg files

This PC > Local Disk (C:) > NIST26-TANDEM-DEMO > TestFiles

™ Sort = View

Name Date modified  Type Size files pos and neg from
112026-04-25_QC-Std_Lumos_... 4/30/2026 12:4.. MZML File 84,632‘ / NIST

First two NIST demo
files used with demo

12026-04-25_QC-Std_Lumos_... 4/25/2026 11:5... MZML File 109,26
" Checkout_TestMix AMSMS....  7/2/2025 2:20 ... MZML File 23,875
" ForTox_TestMix AMSMS.mz... 8/20/2025 4:00... MZML File 17,650...
= vet_ AMSMS-r002. mzML 8/30/2025 9:41... MZML File 13,847...

Last 3 files from my
website



Very Approximate Estimates from ChatGPT, Grok, and Other Sources

. Approx. Unique Approx. MS/MS Structures Available
Library Compounds Spectra in NIST Comments
National Institute of
Standards and Fully curated and
Technology NIST 68,635 ~3.2 million 68,635 stru‘éture_“nke )
2026 Tandem
MS/MS
MassBank of North ~50,000 (when Adds many
America MoNA LC- ~30,000-50,000 ~150,000+ imported with compounds not
MS/MS accompanying SDF)  present in NIST

0 (unless external
~30,000-100,000* ~365,000 structures are
supplied)

MS-DIAL V19 MSP
Libraries

Spectral-only MSP
entries by default

*The number of unique compounds represented in the MS-DIAL MSP
collection varies widely depending on which libraries are included and
how duplicates are removed
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