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See Full Course on NIST26 with new Integrated Deconvolution/Library Searching for 
EI GC-MS and LC-MS/MS!
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AMDIS Integrated within NIST26 Chromatogram Window

➢ The stand-alone AMDIS does not support accurate mass deconvolution, only integer mass
➢ NIST used a clever approach to process within the NIST26 Integrated Chromatogram Version
➢ Workflow as described to me below by Steve Stein

Workflow:

Find XICs (more about XIC’s in MSMS Course on my website)

Convert XIC m/z to arbitrary integers (encode)

Run AMDIS on these arbitrary integers

Convert arbitrary integers back to m/z (decode)

Search library with deconvoluted spectra

An unexpected effect was and improvement in spectral 
quality, in particular, better spectra for smaller concentration 
components



Opening File in NIST26 Chromatogram Program

➢ Often users acquire too many samplings across a 
peak which incurs increasing process, NIST 
calculates an optimal number of scans to be 
combined

File formats supplied from 
Vendors’ Software or 
converted with 
ProteoWizard/msconvert

3 levels of sensitivity (depth of analysis), can 
be changed to if analyses are taking too long, 
can also run in background if that option 
chosen

Use combined searches with 
Wiley, User Libraries, etc.



➢ User Spectrum shown with accurate mass values in Butterfly Plot, netCDF File from JEOL (C. Cody)
➢ Library Score >800 shown with yellow dot



Send Any Structure in Results List to MS Interpreter
➢ Spectrum is sent from Chromatogram for the unknown identification to MS Interpreter, 
➢ Structure is paired with the Unknown’s EI spectrum in transfer process
➢ User gets the accurate mass errors in ppm and the proposed substructures assigned to observed fragment ions!



Send to MS Interpreter from “Head to Tail” 

➢ There is no Send to MS Interpreter when right clicking 
in either the top or bottom spectra in this display

➢ If you click in the Text part of the top box, it will send 
the accurate mass spectrum to MS Interpreter, but no 
structure

➢ If you click on the Text box of the bottom box, it will 
send the nominal library spectrum and its structure to 
MS Interpreter

➢ Thus, much preferable in most cases to Send to MS 
Interpreter with the results in Chromatogram as shown 
on previous slide



More Information on Accurate Mass Data and Structures for Chromatogram Window and MS Interpreter

See following Video/Associated Handout for additional information


	Slide 1
	Slide 2
	Slide 3
	Slide 4
	Slide 5
	Slide 6
	Slide 7

