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https://mzinterpretation.com/2026/04/v4-0_of_nist_ei-copy/

Evaluating the NIST26 El Demo as Delivered
Preferred Approach

For evaluation purposes, most users will find the El Demo as-delivered to be the preferred
approach.

It demonstrates very efficient chromatographic processing, deconvolution, and library-searching
capabilities without requiring changes to the installation.

Vendor import of spectra is still fully supported in the purchased version of NIST26 with no
significant modifications as delivered.

Very useful to employ both approaches in data processing.



Optional Configuration for Vendor-to-NIST Library Searching
Many Modifications Required

As delivered, the NIST26 El Demo is not configured to receive spectra sent directly from vendor software.
Vendor integration is provided as an advanced example—not as the recommended way for most users to
evaluate the NIST26 El Demo.

The required modifications in the El Demo include:

* Changing folder and file names

* Editing ASCII configuration files

e Updating NIST entries in the Windows win.ini file

* Providing the executable name expected by the vendor software
 Meeting vendor-specific interface requirements

This tutorial demonstrates the procedure using Agilent ChemStation. Other manufacturers may require different
configurations.

After modifications, the processing of a file will be compared in the newly developed fully integrated mode
versus vendor import of spectra for library searches. The new approach is much more efficient in my opinion,
but vendor import can still be very useful.



What This Handout Covers:
This handout provide a basic overview an advanced example of configuring the NIST26 El Demo to accept spectra sent from Agilent ChemStation. Many more details
in the slides on following pages.

1. Preparing Agilent ChemStation
1. Download and install the required ChemStation macros
2. Enable Set Default Search Engine
3. Correct the PBMsrch.mac “Switch Failed” error
2. Installing the NIST26 EI Demo
1. Download and install the Demo
2. Accept the standard installation settings
3. Modifying the NIST26 El Demo Installation
1. Rename the installation folder to avoid path problems
2. Provide the nistmsS.exe filename expected by ChemStation
3. Understand the roles of nistms.exe and nistmsS.exe
4. Connecting ChemStation with NIST Search
1. Update the NIST program path in win.ini
2. Configure autoimp.msd for the ChemStation exported-spectrum file
3. Create a working Windows desktop shortcut
5. Adding Compatible El Libraries
1. Add5 free El libraries from my website to the free mainlib supplied by NIST
2. Anylibrary in NIST format can be used including user-created ones
3. Select the library directory when NIST Search first opens
6.  Configuring NIST Search
1. Set spectrum search and structure search libraries and other search parameters
2. Configure the Chromatogram window
3. Display structures on chromatographic plots
4. Save the complete configuration for future use
7. Examples of Data-Processing Workflow
1. Process the sample GROB.D data file
Examine the sample in Agilent ChemStation
Send spectra from ChemStation to NIST Search
Use Switch to Caller to return to ChemStation
Process and review the sample in the NIST Library Search Chromatogram window
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Download macros
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Productivity Tools

Enhanced ChemStation
MSD ChemStation F.01.03.2357
Copyright @ 19892018 Agilent Technologes. Inc

Installation and Setup of ChemStation Software

Make necessary modifications shown in next 5 slides

As installed, MSD ChemStation F.01.03.2357 needs additional macro
Ability to “Set Default Engine” as NIST Search not found in pull down menu below
Close ChemStation program

= Enhanced Data Analysis - DEFAULT.M / EVALDEMO.D (MS Data: Not Quantitated)
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Download Macros for Sending Spectra to NIST Search (1 of 5)

v M Inbox - tvasailor@gmail.com - G X ] Feed | Linkedin X @ Correct Enveda 180 Origin X NIST ChemsStation Macro Download Pa: X + & Ask Gemini
< C 25 chemdata.nist.gov/mass-spc/ms-search/CSsupport/ 1A ¢
EE @ NewTab [ nomendlature [ sailboat repairs [ @ E James Little Church -... @ st _Pauls_Financials -... @ Adobe Acrobat  [[f] 2 2 new messages not... [} 7 7 new notifications...

Macros for ChemStation

Several macros have been created to add flexibility to the ChemStation library search and NIST Mass Spectral (MS) Search Program v.1.7. Prev
ChemStation macro (NISTINT.mac) was available with the NIST MS Search Program v.1.6. This macro displays a dialog box with options to create
files of spectra to be saved for use by the NIST MS Search Program, to switch to the NIST MS Search Program with automatic import of saved spe«
copy ChemStation user libraries to NIST User libraries. In August of 1999, James Little (Eastman Chemical Company) and O. David Sparkman (!
created several new macros to integrate the NIST MS Search Program with ChemStation and add flexibility to the ChemStation library search op

new macros are available.

NISTSrch.mac sends the currently displayed ChemStation mass spectrum to the NIST MS Search Program to be searched against the
NIST/EPA/NIH Mass Spectral Database and/or User libraries.

LS.mac performs a ChemStation PBM search using up to three different libraries with the top 20 hits returned from each library.

Switch.mac allows the user to change the default search invoked when double clicking in the ChemStation spectrum display (PBM
Quick Search, NIST MS Search, or PBM Search using multiple libraries).

NISTINT.mac displays a dialog box with various options to save spectra for automatic importation into the NIST MS Search Program,
toggles to the NIST MS Search Program, or copies HP user libraries to the NIST User library format.

AMDIS.mac loads current ChemStation data file directly into AMDIS.

PBMSrch.mac perf%rms normal ChemStation PBM search (copy of the ChemStation system macro LIBSrch.mac).

Download Instructions


https://chemdata.nist.gov/mass-spc/ms-search/CSsupport/

Download Macros for Sending Spectra to NIST Search (2 of 5)

MSexe x4+

< -~ 1~ & O > ThisPC > Local Disk (C) > gcms > MSexe > Se:
i ® New T Sort = View
¥ © MSSEARCH Name Date modified
i :
| T Inf t
: reasurer fnformation Addon 8/22/2026 2:11 PM
I + LCMS data files
4 * deposits * aboutlm.dll 5/11/2015 11:05 PM
[ 4 Downloads * aboutlmchs.dll 5/11/2015 11:23 PM

pictures linked in

* aboutImjpn.dll

5/11/2015 11:23 PM

+ handouts accuracy.mac 5/11/2015 10:48 PM
© videos
" pict Y ActiveCalibPlot.dll 5/11/2015 11:05 PM
Icuures
* activeplot.dll 5/11/2015 11:05 PM
| v ®Thispc Y AgtDDEdII 5/11/2015 11:00 PM
‘ » = Local Disk (C) " AgtDDEchs.dll 5/11/2015 11:25 PM
4>
{ Network I AgtDDEjpn.dll 5/11/2015 11:25 PM

L]

Download zip file and extract all files from the zip file into the \MSexe directory within the ChemStation directory. Further instructions are included in
Menu_mod.doc in the zip file.

¢ ChemStation Macros for V.1.7 .

¢ ChemStation Macros for V.2



Download Macros for Sending Spectra to NIST Search (3 of 5)

» Unzip the downloaded V20CS_MAC.zip
» Direct to Msexe folder in C:/gcms folder

+ Downloads X+
& ~ ¢ O > Downloads >
v d 0 A & v - . “
@ New d DB U Nsot” = View (s Extract all
A Gal Iery Mame
¥ @ james - Personal
) ¥ Today
> Apps
“ V20CS_MAC.zi
> Attachments = P
> @ Desktop “ MoNA-export-All_LC-MS-MS_Orbitrap-sdf (1).zip
q?o
a2 Unzip - C:\Users\James Little\Downloads\V20CS_MAC.zip
« v A > This PC > Local Disk (C:) » gcms > MSexe > v G s
Organize - New folder
GC MS data files Name Date modified  Type Size
- g:ms Addon 8/22/2026 2:1...  File folder
custrpt WEB 8/22/2026 2:2 File folder
drugmacs
envforms
gcmacros
; MSDemo
MSexe
msmacros %
Supplemental
GN2akw




ChemStation Window Now Shows the Option “Set Default Search Engine” (4 of 5)

» Menu item now shown

» Attempt to use gives error at bottom of screen

» Fix noted on next slide

» After fixing, will get menu on right to select NIST Search

=1 Enhanced Data Analysis - DEFAULT.M / EVALDEMO.D (MS Data: Not Quantitated)
File Method Chromatogram Spectrum Calibrate Quantitate Export Reports Tools C
aREos PPREmuERY  pq4
CMEREREDE £ o u@d

. T 21T Subtract l

rawse o |

oreeg  Tabulate !
o §Recycle Bin
b1 Corfig Msi R Select Library...
4 Oatabase IH00000 i
o Diskl-E Edit Strategy...
b Docurnents and Settings 2400000
4 ErvDema H H
K GO MS data files 3200000 Edit lerary...
14 goms i
b—an 3000000 Library Search Report...
‘A data
| o Sevasemod 2800000 Show Record Number...
L o eauence 2600000 Update PBM Library with Selected Library Result
;: '_ld;ugrna-:s 2400000 X
3 envioms Change Spectral Display...
m- O gemacios 2200000 .
6@ MSDemo Find Mass Spectrum
521 MSene 2000000
2 Suppenerta woof  NIST Search
jJ;;LE“ s Multiple Lib PBM Search
b v Mertoore. rebuid 1400000 Set Det}ult Search Engine
MassHunter

jwoNA-eupTiﬂ-LOMa—MS_Spectr L2000 NIST Output
j :11;1‘: Draries ELELLy AM D|S
L NIST Mainlib older versions 200000 — .

Switch failed: macro C:\acms\MSEXE\PBMsrch.mac not found

Select Default Library Search

= Set NIST MS as Default Search
~ Set PBM Quick Search as Default
~ Set Multiple Lib PBM as Default

OK Cancel




Repairing PBMsrch.mac “Switch Failed” Error (5 of 5)

» Change Name of libsrch.mac to PBMsrch.mac
» Best to make backup copy before changing

» Libsrch_backup renamed PBMsrch.mac

» See succession of menus below

R P e B TP Y L1

MSexe X+
& & O > This PC > Local Disk (C:) > gcms > MSexe >
@ New % O BB T nsort = View
Al Gallery Name Date modified Type Size
v @ james - Personal - —
ibsrch.mac : ile
libsrch 5/11/2015 10:48 PM MAC Fil 3 KB
» Anne
MSexe X i
& T~ & O > ThisPC > Local Disk (C:) > gcms > MSexe >
@ New % O BB W st = View
Al Gallery Name Date modified Type Size
¥ @ james - Personal —
JA | ‘ libsrch_backup.mac 5/11/2015 10:48 PM MAC File 3 KB
4 ppPs
MSexe X L+
< ~ &6 O > ThisPC > Local Disk (C:) > gcms > MSexe >
® New ® O B @D B U gt = View
Al Gallery Name Date modified Type Size
~ @ james - Personal ) ‘ )
. libsrch_backup - Copy.mac 5/11/2015 10:48 PM MAC File 3KB
MSexe x =
<« T s} © > This PC > Local Disk (C)) > gcms > MSexe >
| @ New % @ En & w T Sort = View
i B Gallery Name Date modified Type Size
5 ~ @ james - Personal :
1, Apps | PBMsrch.mac 5/11/2015 10:48 PM MAC File 3 KB
N Attachmantc “ libsrch.dll 5/11/2015 10:59 PM Application extensi... 33 KB



Installing NIST Demo EIl Program (1 of 3)

» Download the NIST Software from NIST Website (see Link)

v ™1 Inbox - tvasailorc X m Feed | LinkedIn X & CorrectEnveda1 X NIET ChemsStation Ma: X u Home: Little Mas X “ Home: Little Mas

« = C 25 chemdata.nist.gov/dokuwiki/doku.php?id=ei_search_program_demo

EE e NewTab  [[] nomendature [] sailboat repairs W] e E James Little Church -... e St_Pauls_Financials -... e Adobe Acrobat m 2 2 new messe

NATIONAL INSTITUTE OF
STANDARDS AND TECHNOLOGY N I ST
U.S. DEPARTMENT OF COMMERCE

NISTMS El Search Program (

These link to fully functional software and documentation for the NIST Mass Specti
of 2026 along with a demonstration library.

g NIST MS EI Search Program (127MB)
am Download manual



https://chemdata.nist.gov/dokuwiki/doku.php?id=ei_search_program_demo

Installing NIST Demo EIl Program (2 of 3)

» Just double left click on the component within the Zip file to start installation

4 Downloads X +

e > 4~ ¢ 0O > Downloads >

| @ New~ ¢ O @ B U Nsort” =View 08 Extractall
Al Gallery Name Status Date modified

| ¥ @ james - Personal

v Today

> Apps
8/22/2026 2:34 PM

> Attachments

“ nist_ei_ms_search_4.0_demo.zip

4 @B R < WinZip - nist_ei_ms_search_4.0_demo.zip

Unzip Edit Share Backup Tools Settings View Help Upgrade
\1% —;l q @ 2l files
B L3

£2 Location: UnfiP C'tiud Ser‘:ch Selected Files
Unzip Unzip to Cloud Files
i Name Type Modified Size R... Pa... Path
2NIST_MS_Search_4.0_El_Demo.exe Application 6/23/2026 10:13 AM 142.. 6. 13..




Installing NIST Demo El Program (3 of 3)

» Say yes to the WinZip caution window
» Accept all defaults in the installation process

WinZip Caution
This file has a potentially unsafe file type of .EXE: Yes
L
o NIST_MS Search_4.0 El Demo.exe
No
You should not open this file if you received it from an
untrusted source, or in an attachment to an unexpected or More Info

suspicious e-mail message.

Do you still want to open this file?

" Do not display this dialog box in the future when opening .EXE files.
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Changing Name of Folder for NIST El Demo Program

Change the name of folder

Some problems with hyphenated folder name in win.ini file in Windows Folder
Picked “NISTDE” for NIST Demo El

Not sure the limitations for this change, but this name works
Of course, will affect operation of any shortcuts in Program group created or other existing Window “shortcuts”

“ Local Disk (C:) X 4

¢ ~ G O > ThisPC > Local Disk (C:) >
@ New o O & U 1 Sort” = View
Al Gallery Name Date modified Type
¥ @ james - Personal ,
NIST26 4/22/2026 10:38 ... File folder
> Apps
» ™ Attachments NIST26-EI-DEMO 8/22/2026 2:39 P... File folder

i Local Disk (C:) X 4+

<« > 1~ © O > ThisPC > Local Disk (C:) >
@ New 0 & U 1 Sort” = View
A Gallery Name Date modified Type Size
v @ james - Personal ,
NIST26 4/22/2026 10:38 ... File folder
> Apps

> ° Attachments ‘ NISTDE 8/22/2026 2:39 P... File folder



Changing Name of Program Executable for NIST El Demo Program

nistms.exe
C\NIST26\MSSEARCH

"W nistms$.exe
CANIST26\MSSEARCH

MSSEARCH X o+

& ™

/
d ® New % © &)

= W1

18 §RF G ¥

Al Gallery
v @ james - Personal
> Apps
> Attachments
> @ Desktop
> & Documents

> A Pictures

@ Desktop

©u839430
MSSEARCH

" Treasurer Information
LCMS data files

© deposits

L Downloads

» Change the name of NIST executable from default in window on left to nistmsS.exe
» Executable located in C:/NISTDE/MSSEARCH
» Agilent ChemStation assumes that the executable will be nistmsS.exe
» For more details on the process required of vendors, see Link
» Not sure if this will work for all vendors and for all situations
» NistmsS.exe is a loader program for nistms.exe, see nest slide
» File sizes for the two programs shown to right for commercial NIST26 version
MSSEARCH X
< " O > ThisPC > Local Disk (C:) > NISTDE > MSSEA
® New % O DB U st = View
A Gallery Name C
v @ james - Personal '
 libinchi64.dll 7
> Apps
> © Attachments Library.his 8
> M Desktop J msichie4.dll 5
> & Documents * nistemn64.dll 5
> A Pictures X
# NISTMS.chm 4
® Desktop B nistms.HighDpi.exe 5
u839430 »! nistms.INI 8
MSSEARCH NISTMS.SPL 8
Treasurer Information I nistms._ 64.dll 5
LCMS data files
. & NISTMS20.1CO 1
deposits
. Downloads NISTMS20.WRN
pictures linked in 6

 nistms-Eldrmo26.exe

pictures linked in

handouts

Date modified: 6/15/2026 1:20...
Size: 532 MB

Type: Application

Date modified: 8/10/2010 10:5...
Size: 40.0 KB

Type: Application

O > ThisPC > Local Disk (C:) > NISTDE > M

PO T —
& W N osort = View

Name )
* libinchie4.dll
Library.his

* msichie4.dll

* nistcmn64.dll

¥ NISTMS.chm

E nistms.HighDpi.exe

= nistms.INI
NISTMS.SPL

“ nistms_64.dll

#E NISTMS20.1CO
NISTMS20.WRN

&l nistms$.exe

*/ nistms-Eldemo26.exe.HiDpi.bat


https://mzinterpretation.com/2011/08/using-nist-search-program-with-data-processing-and-drawing-programs/

nistms.exe versus nistmsS.exe (from ChatGPT)

File Purpose
nistms.exe The actual NIST MS Search program and user interface

A small loader that starts NIST MS Search while handling command-line options, including

nistmsS.exe . .
> information passed from other software

They serve different purposes:

NIST’s documentation specifically describes nistms.exe as the main executable and nistmsS.exe as the loader for command-line options. Older NIST installations even created the normal Start-menu shortcut to nistmsS$.exe, which then loaded the
main program. NIST MS Search documentation

Why some installations have only nistms.exe
Some stand-alone and demonstration packages are designed primarily to be opened directly. For example, NIST describes the current Tandem Demo as a fully functioning version based on nistms.exe v4.0. It apparently does not include every
auxiliary interface file distributed with some purchased or earlier installations. NIST Tandem Search Program Demo

Why vendor software may expect nistms$.exe

Vendor programs may launch NIST with command-line instructions containing:

. The spectrum or interchange-file location

. The requested search operation

. Information telling NIST to import and search the spectrum
. Other startup parameters

That is the type of invocation for which the $ loader was historically provided.

Important caution about copying and renaming
Making a copy of nistms.exe and naming it nistms$.exe can satisfy vendor software that merely checks for that filename. This explains why your renamed copy may appear to work.
However, it does not create the genuine NIST command-line loader—it is still just another copy of the main executable. It may open NIST successfully but could fail to process certain vendor-supplied commands or imported spectra correctly.

Therefore:

. For ordinary manual operation, use nistms.exe.

. For a vendor interface specifically expecting nistms$.exe, use the genuine loader when supplied.

. If the Demo lacks the loader, your renamed copy may work for a particular vendor, but it should be described as a workaround that needs testing—not as equivalent to the real nistms$.exe.

This difference is probably one reason the vendor-import configuration is substantially more complicated than evaluating the Demo through its built-in processing.

you should not assume nistmsS.exe is identical or interchangeable among NIST17, NIST20, NIST23, and NIST26.

NIST does not publish a clear version-by-version compatibility table for the loader. However:

. NIST distributes nistmsS$.exe alongside the corresponding nistms.exe and supporting DLLs.

. Older NIST upgrade instructions replaced the loader along with the main program files, indicating that NIST
regarded them as a matched software set.


https://chemdata.nist.gov/mass-spc/ms-search/docs/readme_v20.html
https://chemdata.nist.gov/dokuwiki/doku.php?id=tandem_search_program_demo
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Win.ini contains the location of nistmsS.exe, the program executable
Also, the location of AMDIS stand-alone application executable

Changing Location Vendor Program Expects to Find nistmsS.exe

C:windows is a system protected folder
Might not be able to edit directly, might need to save a copy to another folder, then modify
Edit the file with Windows Notepad

If so, make a copy in a another directly and make changes

Then copy back to C:/Windows directly to overwrite
Before editing, Best to make backup copy in the C:/Windows directory with name such as win_original.ini

Win.ini is a configuration file, so show file extensions to make sure it remains a configuration type

Windows x

< T

© New
Al Gallery
~ @ james - Personal
> Apps
> 7 Attachments
> @ Desktop
> & Documents
> A Pictures

i Desktop

- u839430

- MSSEARCH

- Treasurer Information

© LCMS data files

- deposits

+ Downloads
pictures linked in

- handouts

- videos

8 Pictures

~ @ This PC

> = Local Disk (C:)

> @ Network

™ Sort

Name :

¥ hh.exe

- lsasetup.log
mib.bin

+/ msdchem.ini

) notepad.exe

~ PFRO.log

% regedit.exe

- setupact.log

- setuperr.log

 splwowb4.exe

=l system.ini

* twain_32.dll

=) win.ini

=l win_old.ini

=+l win_tandem.ini

=l win_temp.ini

- WindowsUpdate.log

7 winhlp32.exe
WMSysPro.prx

= View

O > ThisPC > Local Disk (C) > Windows >

Date modified

7/29/2026 2:41 ...
4/1/2024 2:43 AM
4/1/2024 3:22 AM

8/22/2026 2:11 P...

7/29/2026 2:42 ...

8/19/2026 3:52 P...

7/29/2026 2:42 ...

7/29/2026 10:37 ...

4/1/2024 2:43 AM
7/29/2026 2:42 ...
4/1/2024 3:24 AM
7/28/2026 2:42 ...

8/22/2026 2:39 P
5/14/2026 1118 ..
8/18/2026 5:29 P...
8/19/2026 1:.00 P...
8/22/2026 10:03 ...
1/9/2026 12:23 P...

4/1/2024 4:09 AM

Type
Application
Text Document

BIN File

Configuration...

Application
Text Document
Application
Text Document
Text Document

Application

Configuration...

Application e...

Configuration...
Configuration...
Configuration...

Configuration...

Text Document
Application
PRX File

Size

40 KB
2KB
43 KB
1KB
352 KB
122 KB
564 KB
34 KB
0 KB
216 KB
1KB
94 KB
1KB
1KB
1KB
1KB
1KB
12 KB
310 KB

File Edit View

; for 16-bit app support
[fonts]

[extensions]

[mci extensions]

[files]

[Mail]

MAPTI=1

[MISTMS]

Path32=C: \NISTDE\MSSEARCH\
WorkDir32=C:\NISTDE\MSSEARCH\
Amdis32Path=C:\NISTDE\AMDIS32Y
AmdisMSPath=C:\NISTDE\AMDIS32Y
[2222]|

Ln 13, Col 7 281 characters

Plain text
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Changing Information in autoimp.msd File

Autoimp.msd tells the NIST program where it expects to find the temporary file with the exported spectrum in msp format
It will be found in the C:/NISTDE/MSSEARCH folder

Open and edit with Notepad

Always good to keep backup copy of file before changes, so keep it e.g. as autoimp.msd

Agilent assumes it should be C:/gcms/HPNISTTXT

For more details on process, see Link

Name Date modified Type Size
high-res 8/22/2026 2:39 PM File folder
identifications 8/22/2026 2:39 PM File folder
mainlib 8/22/2026 2:39 PM File folder
MSPepSearch 8/22/2026 2:39 PM File folder
RunAmdis 8/22/2026 2:39 PM File folder
autoimp.msd 8/22/2026 2:39 PM MSD File 1 KB
s | hig - Ju R
N winini S03[M+Hl+ » E win.ini $03[M+H]+ = S
| Bl Eofr e - File Edit View

C:\NIST26-EI-DEMONVAMDIS3IZATEST.MSD C:\gems\HPNIST. TXT


https://mzinterpretation.com/2011/08/using-nist-search-program-with-data-processing-and-drawing-programs/
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Libraries Available

The NIST El Demo comes with a small mainlib library containing 2,373 El reference spectra

My webpage offers a group of libraries totaling 58,457 El spectra with 33,641 structures, see Link
Downloaded as Zip

Usually place them in C:/NISTDE/MSSEARCH directory

Usually unzip or transfer them to C:/NISTDE/MSSEARCH directory

Any El library in NIST format can be searched including user-created ones

Any library in NIST format can be used after the software is properly configured.

Spectrum Search Structure Search
v M WININIand X m Feed | Linked X @ CorrectEnver X . . N i .
Library Search Options & Library Search Options
Available 60830 Spectra in 6 Librari i 5 i i i
C % mzinterpretation.com/2023/10/free-ei-and-msm Search o e Search Avalable 35634 Siuctures n € Lbaries
| Libraries Elalnhh | Librafies mainlib
EE 6 New Tab [ nomenclature [] sailboatrepairs ™ e E Ja - ;;Jis:;w:inb_slibww b | E:_md_mliu.‘,w
I Automation mona. gems { Automation misclhs
(W) FI® A -Little” Mass Spec and Saili.. # Customize <> 1 B0 0 @ Page Views: 1237 - Online:0 4 | swodrug_3.13 ' | swgdrug_3.13
| Limits {1 Limits
This page brings together a large collection of free resources for El G )
Constraints Constraints
and test data files.
RI (GC) RI (GC)
The downloadable libraries include approximately 58,000 El spectra v ided G s AT TG
used for teaching, self-study, method development, and unknown ide mainlib mainlib
ca_y'ma_n_liblar',' cayman_library
misc_libs misc_libs
mona_gams mong_gcms
The free NIST26 software supports both EI| GC—MS and accurate-ma swodrug_3.13 swgdrug_3.13

chemical structures, and modern MS/MS library-searching tools. The

| initially created all these free libraries in NIST format to utilize with r

libraries and associated software. Shop around, prices vary dramatic
FREE EI GC-MS Libraries in NIST Format:

-Download zip file of FREE 58,457 El Spectra and 33,461 Stjtnj]ctures

60830 Spectra in & Libraries

Spectrum or Structure Search Spectrum search

35834 Structures in 6 Libraries

Spectrum or Structure Search Structure search

OK



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

Libraries in Zip File from Website

The Zip file as seen on Google Server only shows 4 libraries on the screen
After unzipping on your system, 5 will be noted

“Bug” (Limitation of Google Drive)

More information on libraries found in read_me.pdf, see Link

YV VYV

<. B B &= WinZip - 5_additional_libraries-20260822T185403Z-1-001.zip

Unzip Edit Share Backup Toals Settings View Help Upgrade
.|.- Folder mame: yddit . . 1 ﬂ E q All files
T2 Location: '-'"fip ':-I':"'-'d 5'5‘;;”:'" @ Selected Files
Unzip Unzip to Cloud Files
Folders in WinZip Fil: . N T M dr d
2 [5_addition—— 1 ype odirie
5 additio PP Folder  9/5/2023855PM _
-I:b Cayman_library Folder 9/6/2023 5:34 PM
misc_libs Folder 9/5/2023 7:22 AM
Cayman
misc lib MONA_GCMS Folder 9/5/2023 9:16 AM
MOI"]A l SWGDRUG_3.13 Folder 9/6/2023 5:35 PM

SWGDR =read_me.pdf

Microsoft Edge PDF...

6/7/2026 1:12 AM


https://mzinterpretation.com/wp-content/uploads/2026/06/read_me.pdf

Y V VY

shortcut)

Starting NIST Search from Windows

No Longer work to open NIST Search!

N3 1 M5 search 4.0 Uemo

NIST M5 Search 4.0 El Demo
Open-5h

OpenText™ Core Endpeint Protection
PDF Candy Desktop

ProteoWizard 3.0.26033 64-bit
Servant Keeper

Startup

Surfshark

Wilew

s LY LT LY LT N LY LT AV L)

FRpODODPwE

A very quick guide to using AMDIS
AMDIS Help

AMDIS Manual

AMDIS_32

M5 Search v.4.0

M5 Search v.4.0 Manual (pdf)

Read Me AMDIS

Readme-El-2026-Demo (pdf)

Many different ways to accomplish same task!

After changing name, NIST search will not start from program group in start menu
Easiest for me was to send a shortcut to desktop
Right click on nistmsS.exe, then show more options, then send to Desktop (create

s PC > Local Disk (C) > NISTDE > MSSEARCH >

This PC > Local Disk (C:) > NISTDE > MSSEARCH >

B W

N =i
B B W 4 5o = View sort View
- Name
Name Date modified : -
- - 13452478.HLM
13452478.HLM 8/22/2026 3:0 76052478 HLM
76052478 HLM 8/22/2026 2:5 autoimp.msd
autoimp.msd 8/22/2026 2:5 U nistms-Eldemn2& ava LiMni hat
I nistms-Eldemo26.exe. HiDpi.bat 8/22/2026 2:3 & nistms$.exe Opes
- % Run as administrator
Slnistms$exe  y © sy B @ # readme-ei-2 & Ask Copilot
% readme-ei-; Cut Copy Rena Share  Delete # read_me.pdf © Back up with Carbonite
lc % read_mepd me ®strdbldexe 5:“‘;: Notepad
¥
] & Open Enter * nistemn64.d e
strdbld.exe : Open with MSConvertGUI
M Y nisternng4.c U Send to My Phone " nistms_64.dl  Open with SeeMS
Add to Favorites
A ni &3 i ‘' dForme4.dll
nistms_64.d & Share with ’ ‘ Troubleshoot compatibility
| ¥ dFormb4dl T8 Run as administrator mistretn64dl iy o start
¥ nistretn64.4 % Pin to Start * InpMzxml64  Pin to Start menu (Open-Shell)
d o .
| I rie4.dll 7-Zip
InpMzxml6: », a4 to Favorites b = winZip
* msichi64.dll
v ried.dll B Scan with OpenText™
ichica.dl £ Compress to... ) “ VerdOMan.pc  pin to taskbar
" msichi64.
] Copy as path Ctrl+Shift+C ®nistms.Highl ~ Copy as path
# Ver40Man.p ) 9 NISTMS.chm |&’Share
¥ nistms.High #! Pliglails Alt+Enter ’ Restore previous versions
. dbs.in6
7 NISTMS.chr © Back up with Carbonite VB Send to S
) Cut
dbs.in6 ™ Ask Copilot al Search Program C
- OpY]
33 M8 £ Edit in Notepad Create shortcut
ectral Search Program i
— “1 WinMerge RelSte
Rename
& Show more o%ions Properties

Date modified

8/22/2026 3:03 PM
8/22/2026 2:57 PM
8/22/2026 2:51 PM

2/72/9094 -39 PM

Type Siz,
HLM File

HLM File

MSD File

Windows Batch File

1:21 PM Application

158 AM Adobe Acrobat Do...
12 AM Adobe Acrobat Do...
2:18 PM Application

2:17 PM Application extensi...
217 PM Application extensi...
2:16 PM Application extensi...
2:16 PM Application extensi...
2:16 PM Application extensi...
2:16 PM Application extensi...
2:16 PM Application extensi...
6:54 AM Adobe Acrobat Do...
1:27 PM Application

2:59 PM Compiled HTML H...

@ Bluetooth device
= Compressed (zipped) folder
B Desktop (create shortcut)
= Documents
* Mail recipient
' Media Player Classic
2 Medialnfo



First Time Opening NIST El Demo Program

» First time opened, “Warning: Libraries not found..

» User can select the NISTDE

» Or can select another directory which contains their libraries
» Location is stored in an ASCII settings ini file,

NIST MS Search 4.0 x £  nistms.INI X win.ini wit
Browse for Folder x File EEiIt View
° Warning:Libraries not found. Press OK and specify location. Placement_minx=-1
“ Select NIST MS Database Directory Placement_miny=-1
Placement_maxx=-1

] Placement_maxy=-1
NIST26 Placement_left=-3187
Placement_top=484

S ’> NISTDE Placement_right=-1568
| | M Placement_bottom=1428
v MSREARCH Program=NIST MS I
b% Version=2.8
" Mode=1
C?Yman—"braw Wrong Libraries=
‘ high-res Active Frame=0
identifications Active Show=3
mainlib Display Warning=1
misc libs Display GADS Coleor=1
- GADS Annotation=1
MONA_GCMS Web Permission=0@
MSPepSearch Web SOS Permission=8
RunAmdis Show Structure=0
Allow Spectrum Type=0
SWGDRUG_3.13 GADS Coleor=32768 16711680 255 32768 16711680 255 16711935
Library Directory=C:\NISTDE\MSSEARCHY
[REPORT]
QK Cancel Ten Largest Peaks=1

Compound Info=1
Ln1, Col1 23,091 characters Plain text




&l NIST MS Sea
* File Search V
e S E
D& [ 1 Scan 17

# Srer MW §
1 A 0
2 L 0

Entering Standard Search Parameters in NIST Lib Search

» User sets up search parameters

» ldentity El Normal, Full Spectrum search, default presearch

» Spectrum search, structure search
» Automation On

Library Search Options

© identity () Similarity
Vil H EIl Normal v In spectrum
i Libraries
I Automation Spectrum Scoring Options
|
! lelts Method Full Spectrum Search (Score) ~

. [} compound Ubigquity Correction
Constraints

RI(GC)

Presearch

OpDefaut (Fast (Ot ()MassiDa) 1
() InChiKey

blank = match search spectrum InChiKey

Other Oplions

B Automation [ Auto Report

B Apply Limits [_] Use Constraints
JuseRi

TMS mode Off

Structure Similanity Search Options

. Match Number of Rings . Show Homologues

™ Cancel

Help

Library Search Options

Search
Number of Hits to Print 2]
i Libraries 8 Inciude Spectrum Piotin Report
| ) B Draw Structure in Plots
: [ Apply Maximum Spectrum Length 2000
| Limits

Constraints
RI (GC)

Library Search Options

Seafch Available 60830 Spectra in 6 Libraries
mainlib

=

? Automation

———

! Limits
Constraints

RI(GC)

> Add >>_]

Indluded Libs: L
bb

cayman_library

misc_libs

mona_goms

swgdrug_3.13

60830 Spectra in 6 Libraries

Spectrum or Structure Search Spectrum search

0K Cancel

Help

lq_l Retum Focus to Caller upon Completion
B ~utomatic Search On

Library Search Options

Available 35834 Structures in 6 Libraries

Search

; Automation
| Limits
Constraints

RI(GC) .
>> Add >3]
Included Libs: W+
mainlib
bb
cayman_library
misc_libs
mona_goms
swodrug_3.13

35834 Structures in 6 Libraries

Spectrum or Structure Search Structure search

OK Cancel

Help

1




Entering Standard Search Parameters in NIST Lib Search Chromatogram Window

& NIST MS Search 4.0 (El mode) - [U
* File View Window Help

| Analyze El Input File Libraries X
" Analyze El HiRes Input File Avalioble 50830 Specte I 6 Libraries
Reopen El Results » 1 o
Delete El Results b by nput/Calibration Files X
misc_libs
mona_goms
EElt swdrug_3.13 F-mlyze NO RI -

C:\NISTDE\AMDIS32\TUTORIAL\GROB.D\DATAMS. |

a [”' ‘E&P% in Settings RI Settings Libraries

Induded Libs: r+
mainlity

bb

cayman_library

misc_libs

mona_goms

swodrug_3.13

Cancel Help

60830 Spectra in 6 Libraries

oK Cancel Help




Setup “Structure on Plot” in Chromatogram Window

Chromatogram Properties X

Hit List (| Label peaks greater than (%) 0

Compare @ m/zLabel [ Formulafy-b

Chromatogram View - toss/omer
@ structure on Plot
Text Info (] Independent vertical zoom

_ Structure View e~

7 Color Settings
Scale F
UPPER peaks/labels g
4 LOWER peaks/labels -
Mixed neaks (diff,)
Font Settings
Select Font Set for all views

Ok Cancel Help




Save Configuration Keeps all the Setting in All the NIST Search Program Windows

& NIST MS Search 4.0 (El mode) - [E

* File Search View Tools Options
i Open... Ctrl+O
" Print Setup...
Print Report

Print Auto Report

Switch to Caller

Say Configuration

Restore Configuration

Recent Configurations

_ Exit

W

@

15t
3m

X

&l Save As
> v » This PC » Local Disk (C:) > NISTDE > MSSEARCH - ~ C@  Search MSSEAR... #
Organize -~ New folder = Q
Treasurer Information * Name Date modified  Type Size
M fil -
LCMS data files bb 8/22/2026 2:5...  File folder
deposits *
. Downloads . Cayman_library 8/22/2026 2:5...  File folder
pictures linked in high-res 8/22/2026 2:3...  File folder
handouts identifications 8/22/2026 3:0...  File folder
FiPictures mainlib 8/22/2026 2:3...  File folder
MSSEARCH
misc_libs 8/22/2026 2:5...  File folder
- ®This PC MONA_GCMS 8/22/2026 2:5...  File folder
» &= Local Disk (C:) MSPepSearch 8/22/2026 2:3... File folder
» @ Network RunAmdic RI22/2076 22 Fila falder
File name: | my_settings

Save as type: INI Files(*.ini)

~ Hide Folders

Save Cancel

Switch to Caller Brings the ChemStation Window Back into Focus

&I NIST MS Search 4.0 (El mode) - [GROB, El, nHits=68]

* File View Window Help

ﬁhﬂmﬂ.ﬂﬂwa

[ |Reload on Startup  Highlight Score None

W

Filter Score  MNone

A

Max2Med All

Abundance




Examples of Data-Processing Workflow

» Demonstrate file processing on GROB.D

» Shown in Agilent ChemStation
» Shown in NIST Library Search Chromatogram Window

Select Data File

| Drives: Path:
=[-C] g CANISTDENAMDIS3I2A\TUTORIALY

 ALK3.D
* Card5p.D
** EAIDOB.D
* GROB.D
* TEST.D

Instrument:  Agilent ChemStation(*.D)

Cancel | Open
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