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Introduction:

➢ NIST26 Software includes integrated data processing software in Chromatogram tab
➢ However, in some cases useful to send spectra from Vendor Software for processing

Examples for Not Processing in Chromatogram :

1. Data processing requires conversion (Proteowizard/Msconvert) to mzML format.  If deconvolution is not needed 
and only a few peaks to analyze, more efficient to send from vendor software directly

2. File format of vendor’s file not compatible when converted to mzML format.
3. Nominal mass data is not supported in Chromatogram tab.  Thus, no choice in this case.  See separate video link 

and handout link for details for this type of data.

Sending MS/MS (Tandem) Spectra to NIST26 Search

youtube.com/watch?v=7zzykXbq_nA&feature=youtu.be
https://mzinterpretation.com/wp-content/uploads/2026/04/low-resolution.pdf


Process for Vendor Incorporating Sending MS/MS Spectra to NIST Library Search

➢ Instructions for Vendor incorporating “Send NIST Lib option” found on my website, see link.
➢ Waters, Agilent (MassHunter and Open_Lab), and Thermo (names to left linked to my site info) incorporate NIST 

“Send NIST Lib option”
➢ Wiley KnowItAll software imports spectra to NIST search.  They have a good manual software package supporting 

many vendor data file formats.
➢ Don’t think Sciex or Bruker employ, might have to export from them as txt or msp ASCII format and import into Spec 

List in Lib Search

https://mzinterpretation.com/2011/08/using-nist-search-program-with-data-processing-and-drawing-programs/
https://mzinterpretation.com/2024/10/using-agilent-masshunter-to-perform-nist-msms-search/
https://mzinterpretation.com/wp-content/uploads/2024/12/NIST-searches-from-OpenLab.pdf
https://mzinterpretation.com/2024/11/using-thermo-freestyle-to-perform-nist-msms-search/


Software Intensity Threshold Bug in Spectrum Import Options Window

➢ When any Intensity Threshold is used, the imported spectra from Vendor’s Software are nominal
➢ Should be top spectrum with 4 digits to right of decimal
➢ Instead, nominal as shown on bottom spectrum



Software Bug in Chromatogram Window Software

➢ The values used in the Spectrum Import Options “echoed” in the Chromatogram Tab
➢ Normally these values are shown to 4 significant figures to right of decimal
➢ When set as zero to import low-resolution spectra, truncated to values selected
➢ DOES NOT affect the results in accurate mass deconvolution/library searching table!
➢ Just the “head-to-head” display at top of Chromatogram Tab 
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