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File DataPre-Processing MVA Data Display

Data Selection Panel

These are the main input data that will be used in further analysis unless you specify otherwise.
Use the drop down menus to select the data and information you want to use in your analysis.

Name of Data Matrix Name of Variable Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
; Select Data j |Select Variables ;I |Select Filenames ;I |Select Totalcounts LI |Se|ect Samples ;I

This tutorial contains navigation buttons that enable you to move throughout the
tutorial.

Please use the navigation buttons and not the page up/page down or arrow
keys to navigate through the tutonals.

This is the 'Next' button. It takes you to the next frame or stop point.

This is the 'Previous' button. It takes you to the previous frame or stop point.

This is the 'Go to frame' button. It takes you to a specified frame.

This is the 'Go to URL' button. It takes you to a website link.

Press the 'Next' button below to start this tutorial.
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Shortcuts (2] How to Add (2] Whe N PCA data to text files. nel

Workspace 2 These a| For this from the 'MVA' menu choose -> halysis unless you specify otherwise.

.j P ~ | B.. 7] Use thg 'Export MVA Data' bn you want to use in your analysis.

o T Name of Data Matrix Na Name of Totalcounts Matrix Name of Samplenames Matrix

()] ¥data ndatass j |59 (\E f\?) Itotalcounts j ISeIect Samples Ll

Ydata
H data

@ exactmass
hbd filenames
HH labeledpeaks

abd labels
H loads
model
H ndatass

@ nommass

lbd samplenames
scores
totalcounts
variance
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Current Directory | Workspace I

Command History ?
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hbd filenames
HH labeledpeaks

abd labels
H loads
model
HH ndatass

@ nommass

lbd samplenames
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Raw Data Selection Panel

These are the main input data that will be used in further analysis unless you specify otherwise.
['}s Use the drop down menus to select the data and information you want to use in your analysis.

Name of Data Matrix

Indatass j

Name of Variable Matrix

|Select Variables - |

Iﬁlenames j

Itotalcounts

Name of Filename Matrix Name of Totalcounts Matrix Name of Samplenames Matrix

j ISelect Samples

[

Name of Scores Matrix

MVA Data Selection Panel

Name of Loadings Matrix Name of % Variance Matrix

ISCO res j

ISeIect Loadings j

ISeIect “\fariance Ll

Name of Model Matrix

Imodel

[

Save PCA data to files

Load Selected Data

Scores: None
Loadings: None
Vfariance: None
Variables: None
Filenames: None

Make sure the correct data is loaded in
the drop down menus in the 'Raw Data
Selection Panel' and the 'MVA Data
Selection Panel' and press the 'Load
Selected Data' button.
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Save PCA Data

Close Panel ‘
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Raw Data Selection Panel

These are the main input data that will be used in further analysis unless you specify otherwise.
Use the drop down menus to select the data and information you want to use in your analysis.

Name of Data Matrix

Indatass j

Name of Variable Matrix

Name of Filename Matrix

Iexactmass j

Name of Totalcounts Matrix Name of Samplenames Matrix

Iﬁlenames j

Itotalcounts

j ISelect Samples

[

Name of Scores Matrix

Name of Loadings Matrix

MVA Data Selection Panel

Name of % Variance Matrix

Name of Model Matrix

ISCO res Ll

loads

Imodel

j Ivariance j

[

Save PCA data to files

Load Selected Data

Scores: scores
Loadings: loads
Variance: variance
Variables: exactmass
Filenames: filenames
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4\ Start

Save P(i% Data

Close Panel
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Press the 'Save PCA Data' Button and
choose where you want to save the data
from the dialog that opens up.
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Name of Data Matrix
ndatass j

Raw Data Selection Panel

These are the main input data that will be used in further analysis unless you specify otherwise.
Use the drop down menus to select the data and information you want to use in your analysis.

Name of Variable Matrix

Name of Filename Matrix

Iexactmass j Iﬁlenames

Name of Totalcounts Matrix Name of Samplenames Matrix

j Itotalcounts

[

ISeIect Samples

[

Name of Scores Matrix

MVA Data Selection Panel

Name of Loadings Matrix

Name of % Variance Matrix

Name of Model Matrix

ISCO res j

Ivaﬁance

IIoads Ll

j Imodel

[

Save PCA data to files

Load Selected Data

Scores: scores
Loadings: loads
Variance: variance
Variables: exactmass
Filenames: filenames

Browse For Folder

Location to save files

21
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Save PCA Data

Close Panel

= [2) R2006b
u’j bin
) demos
) extern
) help
u’j ja
) java
) jhelp
) notebook
) sys
) toolbox

Select the folder where you want to save
the files.

This can be any directory you want.

) uninstall

-~ | woﬁ
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() MDL ISIS Draw 2.5
) Messenger
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Raw Data Selection Panel

These are the main input data that will be used in further analysis unless you specify otherwise.
Use the drop down menus to select the data and information you want to use in your analysis.

Name of Data Matrix
ndatass j

Name of Variable Matrix

Iexactmass j

Name of Filename Matrix
Iﬁlenames j

Name of Totalcounts Matrix Name of Samplenames Matrix
j ISeIect Samples

Itotalcounts

[

Name of Scores Matrix

Name of Loadings Matrix

ISCO res j

IIoads Ll

MVA Data Selection Panel

Name of % Variance Matrix

Ivariance j

Name of Model Matrix

Imodel

[

Save PCA data to files

Load Selected Data

Scores: scores
Loadings: loads
Variance: variance
Variables: exactmass
Filenames: filenames
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Save PCA Data

Close Panel

Browse For Folder

Location to save files
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u’j bin
) demos
) extern
) help
u’j ja

) java
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Once you have selected where to save the
data, press the 'Ok’ button.
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e Edt vew Gephcs Db ¢ X -10/
= | & B v o File Edit View Favorites Tools Help | >
Shortcuts (2] How to Add (2] Whe @ Back ~ ' t? ‘ Search Folders ’ f.
\h‘rorkspace ? | address I@ C:\Program Files\MATLAB\R2006b\work LI o2
1= @ P ~ I B... L‘ Folders X | MName | Size | Tvpe ~ | pate Modified |
" ) MDL ISIS Draw 2.5 =l =) 5100_01.B1F6 38,403 KB  BIF6 File 10/4/2010 12:49PM | Matrix
E data ) Messenger ' 1100_06.BIF6 13,313KB  BIF6 File 10/4/2010 1:28 PM _;l
gl . 1100_02.BIF6 38,403 KB  BIF6 File 10/4/2010 12:16 PM
Ydata \) Microsoft ActiveSync = )
e . TIMAGE.BIF 8,580 KB BIF File 4/29/2010 2:15 PM
E data () microsoft frontpage = _ _ .
) Microsoft Offi =) TESTPO4. bif 77,961 KB BIF File 7/16{2010 7:57 &M
@ exactmass l_j MICI’OSO tO Ice = . )
) Microsoft Silverlight $1200_03.BIF 10,114KB BIF File 9/9/2010 3:53 PM
v filenames ) Microsoft Visual Studio 51200_01.BIF 10,114 KE BIF File 9/9/2010 3:47 PM
M labeledpeaks B MKS Tookit =) 5103.61F 3,202KE BIF File 3/18/2010 4:57 PM
bd labels ) Molecular Fragment Calculator 511P3.BIF 7,428KB BIF File 8/17/2010 10:48 AN
(H loads ) Molecular Weight Calculator S511P2.BIF 7,428 KB BIF File 8/17/2010 10:47 Al
maodel ) Movie Maker = _ - 7,428 KB BIF F?Ie 8/17/2010 10:45 Al
E ndatass ) Mozilla Firefox The data is saved into 4 text files. 11,557 KB BIF F!:e 8/18/2010 8:31 AM
ibd nommass ) Mozila Thunderbird . | | 7,428KB BIF F! e 8/17/2010 .10'49 Al
bd samplenames ) MsBuild variance.txt contains the % variance captured for 21,763 KB YIRS 9/6/2010 1:40 PM
scores ) MSECache each PC in the saved model. 12??‘;’ EE gig 2:8 Eﬁﬁﬁig ;g: ::E
totalcounts ) MSN ! e ’
- - . : : 5,443KEB  BIF Fil 9/8/2010 1:38 PM
varlance L) MSN Gaming Zone scores.txt contains the scores for each PC in the " f8i
) NetMesting saved model 2,946 KB BIF File 9/8/2010 2:57 PM
- : 21,763KB  BIF File 9/8/2010 1:42 PM
() Now Software !
| | P . . _ _ _ 10,114 KB BIF File 9/9/2010 3:43 PM
- - DA Lorporation loads.txt contains the loadings for each PC in 12,290KE BIF File 9/9/2010 4:06 PM
Current Directory WOI’kSPaCG l_ ig gnhneoc'::rwces - the Saved mOdeI 7 492 KB BIF File 3/2/2010 3:31 PM
+ penOffice.org 2. d _ '
F—— TR — ] .- e o % . _ 112,012 KB BIF File 1/4/2010 4:48 PM
0 : :g ?Zf,zgiﬁz E:gg * | loads_rescaled.txt contains the loadings where 18,050KB EIF File 218/2010 1:24 PM
------ %-- 10/5/10 10:04 Al = oztlook Exp'resgs the x axis has been rescaled so that the loadings 3,841 KB  BIF File 9/2/2010 10:41 AM
) PDFCreator are plotted against a mass axis (m/z). This 3,841 KB BIF File 9(2{2010 10:41 AM
) Pidgin enables plotting the loadings so they look more 2,817KB BIF File 1/4/2010 4:48 PM
) PyChem like a mass spectrum. 4,097 KB BIF File 9/212010 10:24 AM
—egii 4,097 KB BIF File 9/2{2010 10:24 &AM
\) QuickTime .
) Realtek 16,898 KB BIF File 5/11/2010 9:00 &AM
) Realtek AC97 34'8": 3, o _ .
lfj Reference Assemblies i:NB'IB;F N /I That 5 |t fOl' thIS tUtOflal
(2) Roxio =1 A%
) Seribus 1.3.3.14 f?E—;‘TE‘;'IiIF Press the green button on the left to go back to
) SigmaTel mdefc;rzoffsetsf . the previous step. Press the button the right to
_@ Skype B) varionce.t a go back to the beginning of the tutorial.
) Sophos - '
—~ s Jxt
llj Sun = scores ,
) SurfaceSpectra =] loads_rescaled.txt @ @
- =] loads.bxt
\) Taskbar Shuffle
(=% Lmimek=ll Tak ki v il _’, A
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