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MSeasy TkGUI i [m] |
Menu  Help  Links |

MSeasy even nmore easy
- Raght click huttons for help - Double click m lsts to select -

- hiZeasy -
Skepl- GC-MS Data formatting |

Step2- Mass spectra clustering |

Step3- Export ko ARISTO or MIST |

- Demonstration -

Demanskration |

Quit R (save) | Cancel

Quit R (don't save) |
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Installation

Download the MSeasyTksUI package from here (URL)
Install the package with the R GUI Packages menu or with install.packages() R function

Note: MSeasy package must be installed first (download MSeasy here (URL))

Starting MSeasyTkGL/

OpenR
Copy/paste the command line and press Enter:

Library("MSeasyTkGLUI"):MSeasyTkGLI()

Now the first window pops up.

=

Menu Help  Links

MSeazy even more easy
- Raght click buttons for help - Double click in hsts to select -

- MSeasy -
Stepl- GC-MM5 Data formatking |

StepZ- Mass spectra clustering |

Skepa- Export to ARISTO ar MIST |

- Demeonstration -

Dernonstration |

Quit R (zave) | Cancel | Quit R (don't save)

List of MSeasy functions available in MSeasyTkGUI

MS.DataCreation
trans.ASCII
MS.test.clust
MS.clust
MSeasyToMSP
MSeasyToARISTO
SearchNIST
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MSeasyTkGlU/ Menu & buttons

All MSeasy functions can be started either from the menu bar or a button (Figure 1). Several
windows pops up (see example in Figure 2), fill up the parameters and click on “Submit” button.

- From the Menu:

MSeasyTkGUI - 10l x|
Menu Help  Links
o

Stepl-GC-MS Data formatting... ¥ CDF o files & 2aklist, bxt

CDF and rteres.txt {(Agilent Technologies)
ASICII Files

Step3-Export to MIST or ARISTO,., ¥ Iser made Files

Stepz-Mass spectra clustering... ¥

makting

Demonstration 4

uskering |

Quit R

Step3- Expott bo ARISTO ar MIST |

- Demonstration -

Demonstration |

Quit R (save) | Cancel | Quit R (don't save)

FIGUREL: MSEASYTKGUI MENU

MsS.DataCreation from Agilent -0 x|

Data Creation trom Aglent &

- M3.DakaCreation Input & Ouktput Files -

Data path or Data frame: allows the
selection of folders or files if necessary ——,

Data path | Set path |
Output name: put the name of the R object |y | Cutputname ;|
created by the function (or leave blank)

- Range of mass fragments -

mz [rin] IF mz (max] : lﬁ

- Mass speckrum selection -

Apex only {apex=T) i

v

Parameters for the function

Mean of 5% scan around the apex (apex=F)

- Additional autputk -

¥ cCheck box to add AREA information in oukputs

Click on Submit to launch function > _
ancel [T Submit I Reset

FIGURE2: EXAMPLE OF WINDOW

- From the buttons

All the buttons gives you access to the same functions and windows described above
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Menu details:

=>» Stepl-Data formatting

o CDF or mzXML and peaklist.txt: creates a MSeasy data file from CDF(or mzXML) GC-
MS files if there are peaklist.txt files containing peakpicking information

o CDF and rteres.txt (Agilent Technologies): creates a MSeasy data file from CDF GC-
MS files created by your chemstation (Export to AIA/ANDI) if rteres.txt files created
also by your chemstation are presents

o ASCII Files: creates a MSeasy data file from GC-MS files in ASCII format

o User made files (.txt, .csv...): open a data file made by user (*.*txt or *.* csv) in the
specified MSeasy data file format (see MS.DataCreation help file for format details)

NOTE for all function using CDF or mzXML files you need R XCMS package
Copy/paste that code in R console:

source("http://bioconductor.org/binclite.R")
biocLite("xcms", dep=T)

=>» Step2-Data clustering
o MS.clust : open a window
o MS.test.clust

=>» Step3-Export to ARISTO or NIST
o MSeasyToARISTO : open a window
o MSeasyToMSP
o SearchNIST

=>» Demonstration
See below

Button details:

Submit buttons: launch MSeasy functions
Cancel buttons: close pop up
Reset buttons: reset parameters to default values

Quit buttons:
To quit MseasyTkGUl without leaving R press the “Cancel” button.

To quit R AND save your session information press “Quit R (save)” button.

To quit R without saving your session information click on “Quit R (don’t save)” button.

How to use “Demonstration”

By clicking on the “Demonstration” button (or via the Menu—> Demonstration...) you can test the
MSeasy functions on reduced Data sets
("Data_testclust","Agilent_quantF_MSclust","Agilent_quantT_MSclust","ASCIl_MSclust") or on
example files (raw Agilent files (Agilent_MSDataCreation) or raw ASCII files (ASCII_transASCll) ).For
details see MSeasy help files.
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On the pop up windows the mains parameters are already filled and the only thing to do is to
click on the submit button (except for MS.clust). For MS.clust you have to fill up the drop down lists
(Figure 3).

All demonstration data sets are loaded automatically when you press the “Demonstration”
button. So, you can easily access them by using the “Set” button generally situated on the top of the
prompt windows.

| mscust —lol x|
Clustermg of Mags Spectra

- M3, clusk Input & Cukput Files-

Input data frame : |DataC|ust Set

Qukpuk name |0ut_r'-'15.clust-demc|

- Find optimal number(s) af cluskers #-
¥ Check For Yes or Uncheck For Mo
IF Yes

TICrin S0 ncrax : |150

Mumber of cluster (bc) @ Fala]

IF Mo

- Cluskering method parameters-
hierarchical ﬂ
euclidean j
=
= QUaITY Controls of the cidstering -
Accepked shift in RT/RI {min) IW
|Distanu:e Far Silhouetke j

- Additional output -
[ Check box ko add AREA information in oukputs

Cancel I Submit I Reset

FIGURE3: MS.CLUST DEMONSTRATION WINDOW

Help files

An easy way to access to the help files (for MSeasy and for MSeasylkGl) is to Right-click on the
button to get help.

Example: A right-click on the “Stepl- Ms Data formatting” button opens the help file for the
MSeasy function MS.DataCreation.

On several windows help files can be accessed by clicking on the “Question Head".

or CDF or mzXML files exemple see MSeasy web site|http://sites.google.com/site/rpackagemseasy/
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