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Part 0:  Changes in Tandem (MS/MS) NIST23 Search Program (V3.0)

EI, RI

RI Only

Full:  EI, Tandem, RI

Tandem (MS/MS)

*Didn’t want to renumber the original courses, so named first one “0”, no zero
in Roman numerals, only “nullus” to indicate nothing



Note: Manual has hyperlinks in “blue”

List of Changes in NIST23 Search from User Manual

https://littlemsandsailing.wordpress.com/2020/08/20/most-current-user-manuals-for-nist-search-and-amdis/

https://littlemsandsailing.wordpress.com/2020/08/20/most-current-user-manuals-for-nist-search-and-amdis/


Large Increase in Tandem Spectra NIST23 

https://littlemsandsailing.files.wordpress.com/2023/04/nist23-promotional-materials_tandem.pdf

https://littlemsandsailing.files.wordpress.com/2023/04/nist23-promotional-materials_tandem.pdf


https://littlemsandsailing.files.wordpress.com/2023/04/nist23-promotional-materials_tandem.pdf

New Compound Selection Process

https://littlemsandsailing.files.wordpress.com/2023/04/nist23-promotional-materials_tandem.pdf


Procedure of Extending the NIST Tandem Mass Spectral Library 

https://littlemsandsailing.files.wordpress.com/2020/12/xiaoyu_yang_asms2020_presentation.pdf

https://littlemsandsailing.files.wordpress.com/2020/12/xiaoyu_yang_asms2020_presentation.pdf


Watch the Current Webinar for V3.0 Changes and Then View 
Additional Videos on My Website to Complete Training

Part 0:  Changes in New NIST23 Search Program (V3.0)
Part I: Overview
Part II: NIST MS/MS Search
Part III: Detailed Discussion Hybrid MS/MS Search
Part IV: Importing MSMS Spectra
Part V: NIST Structure Searches
Part VI: MS Interpreter
Part VII: Creating-Using MSMS Libraries
Part VIII: “Spectraless Libraries”

https://littlemsandsailing.wordpress.com/2020/12/11/lcms-unknown-identification-with-nist-search-using-msms-libraries/

https://youtu.be/QlkHNS5oc2g
https://youtu.be/b_fM3sA2fY8
https://youtu.be/OFbr0UI6dhQ
https://youtu.be/0OttHM0wXJY
https://youtu.be/u-Xk0zOzAMw
https://youtu.be/RMPc1WoFhs0
https://youtu.be/1bEDhsg6Yqc
https://youtu.be/ynOmKm_ptCQ
https://littlemsandsailing.wordpress.com/2020/12/11/lcms-unknown-identification-with-nist-search-using-msms-libraries/


Simplified Menus Separating Tandem and EI Search Options

Only Present Version 3.0



Simplified EI Library Search Options Menu:  Only Tandem (MS/MS) Options!

Version 3.0 Version 2.4

1. Only the Tandem search 
options shown in Identity and 
Similarity searches for V3.0

2. Pull down menu for searches, 
New Partial Spectrum Search

1

1

2



New InChIKey Google Link to Internet in V3.0 Replaces PubChem Link in V2.4

➢ Much improved link to Google search 
when clicking on InChIKey

➢ Often useful to select image tab in 
Google results to see only images

➢ PubChem should still shown in the 
search results, but only indirectly



Databases Reference in Search Results Significantly Extended

➢ Many more databases referenced
➢ Results display shows abbreviations and 

the total number of references
➢ Search results show full name of the 

database
➢ List of databases in NIST PDF document 

shown on next slide
➢ If similar hit results for compounds with 

different structures, should consider 
the one with highest number of 
database references in absence of 
sample history



https://littlemsandsailing.files.wordpress.com/2023/05/other_dbs.pdf

List of Databases in Search Results in NIST PDF File

https://littlemsandsailing.files.wordpress.com/2023/05/other_dbs.pdf


Very Much Improved Name Search in V3.0 NIST Search

➢ Number of characters searched 
increased from 16-249

➢ Greatly improves results for specific 
compound of interest

➢ When typing in request, spaces, 
commas, etc. are ignored

➢ Can toggle to ignore numbers if desired 
with a-z button, but should include 
when specific isomer desired

➢ Results at bottom of screen show 
tandem spectra obtained at different 
conditions

➢ Only one library searched at a time



In Summary

https://littlemsandsailing.wordpress.com/2020/08/17/ms-master-class/

➢ Use Part O to understand changes from V3.0 to 2.4
➢ Then view Parts I-VIII to gain complete understanding of the software for unknown identification
➢ In general, all major functions and concepts are the same
➢ NIST just simplified the Library Search options menu
➢ Created an EI specific one and a Tandem (MS/MS) specific one
➢ Many other nice features added including improved name search, Google/InChIKey search, etc.
➢ See total list in manual pg 23 for other minor changes

Part 0:  Changes in New NIST23 Search Program (V3.0)
Part I: Overview
Part II: NIST MS/MS Search
Part III: Detailed Discussion Hybrid MS/MS Search
Part IV: Importing MSMS Spectra
Part V: NIST Structure Searches
Part VI: MS Interpreter
Part VII: Creating-Using MSMS Libraries
Part VIII: “Spectraless Libraries”

https://littlemsandsailing.wordpress.com/2020/08/17/ms-master-class/
https://littlemsandsailing.wordpress.com/2020/08/17/ms-master-class/
https://youtu.be/QlkHNS5oc2g
https://youtu.be/b_fM3sA2fY8
https://youtu.be/OFbr0UI6dhQ
https://youtu.be/0OttHM0wXJY
https://youtu.be/u-Xk0zOzAMw
https://youtu.be/RMPc1WoFhs0
https://youtu.be/1bEDhsg6Yqc
https://youtu.be/ynOmKm_ptCQ


Webinar Dedicated to Sandy for All His Critical Input on NIST23…
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