LCQ Guide – Basic deconvolution using ProMass Application

EJL 3.1.07


This guide explains how to perform mass deconvolution on a .raw spectrum obtained on the Finnigan LCQ ESI mass spectrometer using the ProMass standalone application.  It assumes basic user knowledge of instrument and software operation.
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1. Accumulate the convoluted mass spectrum as a .raw file.

2. Open the .raw file in Qual Browser.
3. Select the chromatogram and mass ranges that you would like to deconvolute.

4. Right-click in the mass spectrum window, and in the pop-up menu select Export->Clipboard (Exact Mass).  Depending on file size this process could take up to a minute.

5. Once the copy has completed, Qual Browser can be closed.  Open ProMass for XCalibur; it should have a shortcut on the desktop.
6. Click Build Params on the main menu screen.  This takes you to the page of options for customizing deconvolution.

7. On the top of the window click the Basic Deconvolution tab to switch to basic mode.  Advanced mode can be used but it will not be included in this guide.

8. Follow the steps outlined on the parameter page (1-4).  Clicking the “Paste and Process Clipboard Spectrum” button (step 3) will initiate the deconvolution process.  This should open a DOS window that will quickly scroll through the various calculations involved.
9. Upon completion of the deconvolution process the program will open a web browser window with the formatted results.  This includes graphs of the convoluted and deconvoluted spectra and a detail of the base peak in the deconvolution.
10. The results displayed in the web browser are saved as a collection of image/text files in C:\Program Files\ProMassXcali\results\promass_results.  The filenames are based on the original .raw filename, and each file contains the following:
a. (Filename).cent.txt – deconvolution labeled-peak mass lists.

b. (Filename).dec – full numerical data for convoluted and deconvoluted spectra.  This file can be opened and manipulated graphically using ProMassDecView (shortcut on desktop).  Alternately it can be opened as a text file and the raw numerical data can be viewed/extracted.

c. (Filename).html – html document used to display the results via web browser.
d. (Filename).log.txt – text file displaying deconvolution parameters used.

e. (Filename).dec.jpeg – jpeg image of the full deconvoluted spectrum.

f. (Filename).jpeg – jpeg image of the original convoluted spectrum input.
g. (Filename).zdec.jpeg – jpeg image of the base peak detail in the deconvoluted spectrum.

