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Tutorial to convert wiff to jdx

DMS Data Extraction Toolkit was created to enable users to easily batch extract data from .jdx or
.mzml files and populate .csv sample datasets in the format used by iDMS.

DMS data collected on a Sciex® SelexION Differential Mobility Separation device is acquired in
proprietary .wiff and .wiffscan format. These data can be converted to .jdx or .mzml files for batch
processing using the DMS Data Extraction Toolkit. JCAMP-DX is an ASCII-based format (1-3).
MZML is an open-source XML-based format (4,5). Both formats are used to store and share
mass spectrometry data across platforms and manufacturers.

This tutorial is meant as a helpful guide for users new to transforming Sciex® .wiff and .wiffscan
to .jdx using their existing Analyst software.

Tutorial

Requirement: User must have already installed Analyst software version 1.6.2 or 1.6.3 from
Sciex® website.

Both Sciex® Analyst software versions 1.6.2 and 1.6.3 come with supplemental scripts which
can be found in the Scripts folder, often found by default at C:\Program Files (or Program Files
(x64) or (x86))\Analyst\Scripts). Once you have located this folder, look for the script folder
“BatchScriptDriver”.

1. Enter folder BatchScriptDriver\Install.
2. Double-click “BatchScriptDriver.exe”.

3. In box “Script”, select “Select...”, navigate to the Scripts folder, and select the script
folder “Export To JCamp”, enter folder and subfolder “Install”.

4. Choose file “Export To JCamp.dll”. Click “Open” to select (Figure below).
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5. In box “Files to Process”, add the folder containing your acquisition files by choosing
“Add folder...” and navigate to the right directory.

Note that, if you performed experiment with multiple lipid isomers, you can select the parent
folder which stores individual folder of each optimization experiment. This script will allow the
conversion to be carried out in batch (Figure below).

B3 Bat ‘ : fa Select Directory X

Script: Directory:  Analyst Data
IEI-ZDI]” ToJCamp.dll Select...
[Sc09) |

ac =

N Analyst Data

AddFile...
/] _L] Projects

AddFolder.. |F] | (Workspaces

Files to Process:

A,

Remove Selected

Remove &ll

I

from sample |1 to |1

Close | Run



mailto:ldomic@uottawa.ca

B3 Batch Acquisition Script Driver
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6. Click “Run” to start the process.
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7. A small window will pop up called “JCamp Options”. The following settings have been

tested, however, all settings can be changed according to user input:

o

o

Intensity Threshold: 3
Select “Centroid Exported Spectra”.

In box for “Field”, choose “Intensity”.

Select “Deisotope”.

Unselect “Only show this dialog again if the control key is down”.
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Note

Although nothing will indicate that the script is working, files are being exported in the
background. New .jdx files will show up in the folder containing each optimization
experiment for each acquisition. The process is complete when all data folders contain a
.jdx file for each .wiff file. Once completed, close the application.

Naming convention for converted files

After conversion, confirm that each file name is the following format before proceeding to use
DMS Data Extraction Toolkit. Input files for the DMS Data Extraction Toolkit must be named with
the following convention, such that underscores are used to delimit the SV value of a given run.

[text]_[SV value]_[text].jdx

For example: SV_200_Pos.jdx

If not, user must change filename to assume this format.
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