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File DataPre-Processing MVA Data Display

Name of Data Matrix

Select Data ;l

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 ~ Name of Totalcounts Matrix Name of Samplenames Matrix
ISeIect Variables j |Se|ect Filenames ;I ISeIect Totalcounts j ISeIect Samples j

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

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

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. [t takes you to a specified frame. |
| ; oo |

This is the 'Go to URL' button. It takes you to a website link. :
y W E

Press the 'Next' button below to start this tutorial.
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Name of Data Matrix

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

Iexactmass LI

Name of Filename Matrix
Iﬁlenames j

Name of Totalcounts Matrix Name of Samplenames Matrix

Itotalcounts Ll

Isamplenames

[

This tutorial will cover how to run PCA on your
data, create Scores and Loadings plots, Save the
plots, and Export the Scores and Loadings data.
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File DataPre-Processing | MVA Data Display

Run DPCA

PCA Modelling !

Export MVA Data main i
Find Correlated Peaks down

Name of Data Matrix

ndatat j

rName of Variabl

To run PCA on the data:

From the 'MVA' menu choose -> 'Run PCA'

Iexactmass

you specify otherwise.
o use in your analysis.

otalcounts Matrix Name of Samplenames Matrix

Itotalcounts Ll Isamplenames LI
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information

Make sure the data selected above is the
data you want to analyze and then press
the "Load Selected Data" button.

Load Selected Dat§ < After making sure the correct data is
1\\& selected above. Press the 'Load Selected

Data’ button.
Data: None _ .
Samples: None ,? ( ?
Variables: None

Scaling Method
Choose one j

Run PCA ‘

Show Eigenvalue Scree Plot ‘

PCA Summary
PC# %Var 9%Vartotal

4l

Close Panel




[Jopectragu '

-10| x|
File DataPre-Processing MVA Data Display N
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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information
Make sure the data selected above is the
data you want to analyze and then press
the "Load Selected Data"™ button.

Load Selected Data
Data: ndatat
Samples: samplenames
Variables: exactmass

Scaling Method

Choose one j

Choose one

None

Mean Center

Autoscale _ _

SQRT-MeanCenter N < :: Choose the pre-processing/scaling you

Show Eigenvalue Scree Plot ‘ want to use from the drop down menu.
Here we will choose 'SQRT-MeanCenter'.
PCA Summary
PC# %Var %Vartotal e T
Close Panel
=
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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
l Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
| _ PCA Panel
; Input Information
|

Make sure the data selected above is the
data you want to analyze and then press
the "Load Selected Data" button.

Load Selected Data

Data: ndatat
Samples: samplenames
Variables: exactmass

Scaling Method
ISQRT-MeanCe... j

Run PCA %< Then Press the 'Run PCA' button.

Show Eigenvalue Scree Plot ‘ -= -

PCA Summary
PC# %Var 9%Vartotal

[

Close Panel
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information ] :
Make sure the data selected above is the ezl Scor_es Sl Save PCA Data to Workspace
data you want to analyze and then press These plots zr:df?;;:::tul:): ‘;232:; of the results
N Loading plots default to m/z vs PC#. Number of
X-Axis Y-Axis PCs to keep
] PC# i PC# I/ I
A new panel appears that allows you to :: > Scores output name
quickly browse the scores and loadings Plot Scores Plot Loads
plots. |
These plots can be saved by pressing the 1. Loadings output name
'Ext Plot' button and saving the files as
desired. 0.8} |
STATY WeuToa [%0_5 . Percent variance output name
SQRT-MeanCe... - | EXT Plot|
04; I
Run PCA ‘ 0.2f| This new panel is for saving the current > Model output name
PCA model to the Matlab workspace. I
%
Show Eigenvalue Scree Plot ‘ ’-=‘ ’=\/ save To Workspace
1
PCA Summary
PC# %Var %Vartotal 8
2 25 539 ‘ RS
3 18.8 72.7 EXT Plot Close Panel
4 12.3 85 0.4}
5 8.4 93.4
6 6.1 99.5 0.2}
7 0.4 99.9
8 0.1 99.9 0 _ . 1 . .
J 0 93.3 0 02 04 06 08 1
10 0 100 ~|
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information

| Plot PCA Scores and Loadings

Make sure the data selected above is the ) Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results P
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
PC# v PC# =] I
Scores output name
Load Selected Data
Plot Scores Plot Loads I

Data: ndatat 1. Loadings output name

Samples: samplenames

Variables: exactmass 08!l I

Scaling Method

0.6 Percent variance output name
SQRT-MeanCe... - | EXT Plot| |

0.4
Run PCA ‘ 0.2} Model output name
) | |
0 02 04 06 08 1
Show Eigenvalue Scree Plot ‘ Save To Workspace
1
PCA Summary
PC# %Var %Vartotal =
2 22.5 53.9 A summary of the PCA model is provided Close Panel
3 188 727 here showing the % variance captured for | = EXT Plot\ ose Fane
4 12.3 85 each PC (%Var) and the cumulative
2 g-‘: gg-g %variance for each sequential PC
: . (%Vartotal).
7 0.4 99.9
8 0.1 99.9 , . »
9 0 999 &= ="
10 0 100 ~| —_— - -
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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.

l

~ Name of Data Matrix Name of Variable Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
l Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
| _ PCA Panel
; Input Information
|

Plot PCA Scores and Loadings

Make sure the data selected above is the ) Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results P
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
PC# v PC# =] I
Scores output name
Load Selected Data
Plot Scores Plot Loads I

Data: ndatat 1. Loadings output name

Samples: samplenames

Variables: exactmass 08!l I

Scaling Method

0.6 Percent variance output name
SQRT-MeanCe... - | EXT Plot| |

0.4}
Run PCA ‘ 0.2} Model output name
. |
I Show Eigenvalue Scree Plot Press the 'Show Eigenvalue Scree Plot' to T
see a plot of the eigenvalue vs PC number.

PCA Summary
PC# %Var %Vartotal '? (— )
0.6}
2 22.5 53.9 Close Panel
3 18.8 72.7 ‘ EXT Plot
4 12.3 85 0.4}
5 8.4 93.4
6 6.1 99.5 0.2}
7 0.4 99.9
8 0.1 99.9 0 , . ) , |
9 0 99.9 0 0.2 0.4 0.6 0.8 1
10 0 100 L|
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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
| Indatat j Iexactmass Ll Iﬁlenames j Itotalcounts Ll Isamplenames Ll
; : PCA Panel
; Input Information
| Make sure the data selected above is the Save PCA Data to Workspace
data you want to analyze and then press
the "Load Selected Data™ button.
Number of
PCs to keep
Load Selected Data This is a plot of the eigenvalue vs PC number. SCores onput Hame
This plot is often used to decide how many PCs to I
keep in a model.
Data: ndatat ) ) _ ) Loadings output name
samples: samplenames The "rule of thumb" is to look for an inflection point 9% oFP
R exachmass in the line and keep the PCs before that inflection I
] piont.

Scaling Method Percent variance output name

In this data set it looks like there is an inflection

SQRT-MeanCe... j piont at PC 6 or 8. . I
Run PCA ‘ — ~ - _ Model output name
04l <L |
035} il
Show Eigenvalue Scree Plot ‘ Save To Workspace
0.3f 1
PCA Summary 025} i
PC# %Var %Vartotal 0.2} -
0.15} -
2 22.5 53.9
3 188 727 ‘ 01} % ] Close Panel
4 12.3 85
5 8.4 93.4 0.05} 1
6 6'1 99'5 1 1 1 | | | | | | | 1 1 1 1 1 1 1 1 1 1
7 0.4 99.9 2 4 6 8 10121416 18 2022 24 26 28 30 32 34 36 38 40 42
8 0.1 99.9
9 0 99.9
10 0 100 < Close ‘




O R R R R R R dii B A ————.—.—.—.—.—.—..—.—...—————G——————Y
[ spectragui =il

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
, Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
; : PCA Panel
; Input Information
| Make sure the data selected above is the Save PCA Data to Workspace
data you want to analyze and then press
the "Load Selected Data"™ button.
Number of
PCs to keep
Scores output name
Load Selected Data I
Data: ndatat Loadings output name
Samples: samplenames
Variables: exactmass I
Scaling Method Eigenvalue Scree Plot Percent variance output name
SQRT-MeanCe... j I
05 -
Run PCA ‘ 045 | Model output name
0.4 - |
0351 -
Show Eigenvalue Scree Plot ‘ Save To Workspace
03 .
PCA Summary 025} il
PC# %V %Var : : i
a 2 Close this panel to get back to the rest of the Main
- PCA panel window. |
3 18.8 | Close Panel
4 12.3
5 8.4 q ' _=, ) =_ ) -
6 6'1 S‘J'J L 1 L ey 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
7 0.4 99.9 2 4 6 81012141618 26 28 30 32 34 36 38 40 42
8 0.1 99.9
9 0 99.9
10 0 100 - SN
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information

| Plot PCA Scores and Loadings

Make sure the data selected above is the
data you want to analyze and then press These plots are for a quick check of the results Save PCA Data to Workspace
" - and cannot be saved.
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
PC# . |Pc# B |
Load Selected Data .
-| Plot Loads I
|
Data: _ Loadings output name
Samples: To create a plot, choose which axes you want to
e plot from the drop down menus. |
Scalin¢g Scores and loadings plots are most easily :
interpreted when plotting 1 PC at a time. Percomtvarkmice ouipet s
SQRT-Me EXT Plot I
Here we will use the sample number for the x axis.
Run —— — Model output name
0L12 : : : I
0, 0.6 0.8 1
Show Eigenvalue Scree Plot ‘ 14 Save To Workspace
Trl1s
PCA Summary
|l 16
PC# %Var 9%Vartotal 1117
18 -
2 25 539 ‘ ) Close Panel
3 18.8 72.7 EXT Plot O
4 12.3 85 0.4}
5 8.4 93.4
6 6.1 99.5 0.2}
7 0.4 99.9
8 0.1 99.9 - _ . 1 . .
9 0 99.9 0 02 04 06 0.8 1
10 0 100 ~|




O R R R R R R dii B A ————.—.—.—.—.—.—..—.—...—————G——————Y
FEZTTHEEE———— =il

File DataPre-Processing MVA Data Display N

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
l Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
; i PCA Panel
; Input Information l :
| Make sure the data selected above is the ezl Scorgs Sz leeseli Save PCA Data to Workspace
data you want to analyze and then press These plots are for a quick check of the results P
" - and cannot be saved.
the "Load Selected Data" button. Loading plots default to miz vs PCH. Number of
X-Axis Y-Axis PCs to keep
samp/var | PC# | I
- S t
Load Selected Data PCé - e
Plot Scores I
2
|
Data: _ Loadings output name
Samples: And plot PC1 on the y axis.
Variables: I
Scalin .
p p Percent variance output name
ISQRT-MJ _= &= EXT Plot|
0.4} J I
10
Run PCA ‘ 02| 11 Model output name
12 I
0 . : £ 13
0 0.2 0.4 0. 14
Show Eigenvalue Scree Plot ‘ 15 Save To Workspace
T 16
PCA Summary 0 17
PC# %Var 9%Vartotal 1 18
19 -
2 25 539 ‘ )
3 18.8 72.7 EXT Plot Close Panel
4 12.3 85 0.4
5 8.4 93.4
6 6.1 99.5 0.2}
7 0.4 99.9
8 0.1 99.9 0 _ . 1 . .
9 0 99.9 0 02 04 06 038 1
10 0 100 Ll
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information ] :
Make sure the data selected above is the Plot PCA Scor_es and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots are for a quick check of the results
" " and cannot be saved.
e Loading plots default to m/z vs PC#. Number of
X-Axis Y-Axis PCs to keep

Isamplvar j |1 j I
ut name
| Plot scoresé Press the 'Plot Scores' button to see a L
% \l/]:_

Load Selected Data

scores plot.
Data: ndatat 1. jutput name
Samples: samplenames T‘ _ ‘?\
Variables: exactmass 0.8l ~—

Scaling Method

0.6 Percent variance output name
SQRT-MeanCe... - | EXT Plot| |

04;
Run PCA ‘ 0.2} Model output name
. | |
0 0.2 0.4 0.6 0.8 1
Show Eigenvalue Scree Plot ‘ T
1
PCA Summary
0.8}

PC# %Var 9%Vartotal

_mﬂ 0.6

% fgg ?g? | Close Panel
. . EXT Plot

4 12.3 85 0.4;

5 8.4 934

6 6.1 99.5 02t

7 0.4 99.9

8 0.1 99.9 0 ) , , \ ]

9 0 99.9 0 0.2 0.4 0.6 0.8 1

10 0 100 |
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Sz Scor_es s el Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results
the "Load Selected Data" button. Loading plots default to miz vs PCH. Number of
X-Axis Y-Axis PCs to keep
sampl/var  ~| 1 j I
Scarac autnut nama
Load Selected Data
Plot Scores Plot Loads | <}: Press the 'Plot Loads' button to see a
LTI T LTI T TTTTTTTTTTTTPIIT I eeer Loadi ngs plot‘
Data: ndatat <y 0.2
Samples: samplenames o o 6 ) )
Variables: exactmass g 01l x 8 _l L '
3 10
Scaling Method - ol e * 12 Percent variance output name
SQRT-MeanCe... - | £ 141 EXT Plot |
s 01 16 |
= v 18
Run PCA ‘ <§ 02} ] Model output name
o
= e |
= 03 . : : '
o 10 20 30 40 50
Show Eigenvalue Scree Plot ‘ Save To Workspace
1
PCA Summary
PC# %Var %Vartotal )
w 0.6}
2 22.5 53.9
Close Panel
3 18.8 72.7 EXT Plot
4 12.3 85 0.4}
5 8.4 93.4
6 6.1 99.5 0.2}
7 0.4 99.9
8 0.1 99.9 0 . . 1 . .
J 0 9.9 0 02 04 06 08 1
10 0 100 ~|
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Sz Scor_es s el Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results
the "Load Selected Data" button. Loading plots default to miz vs PCH. Number of
X Axic Y-Axis PCs to keep
The scores plot is shown here. I~ |
_ Scores output name
Load Selec| / ( ‘
b CE Jiot Loads |
Data: ndatat 2 02 ' , {v7 . Loadings output name
Samples: samplenames o o 6
Variables: exactmass 2 01l . 8 I
o
- A 10
Scaling Method - ol LA V] [ — Percent variance output name
SQRT-MeanCe... - E 14 [ |EXT Plot |
S 01} 16 R :
£ v 18 ks
Run PCA ‘ <§ 02} ] Model output name
o
= e |
= 03 . : ' '
o 10 20 30 40 50
Show Eigenvalue Scree Plot ‘ . Save To Workspace
S
)
PCA Summary 23
=
PC# %Var %Vartotal o 94 9
3 -
2 22.5 53.9 -
+ Close Panel
3 18.8 72.7 - EXT Plot
4 12.3 85 z ]
5 8.4 93.4 3 511 745
6 6.1 99.5 S 04}
7 04 999 = b
8 0.1 99.9 = o 1 .
c -U.
J 0 93.3 = 500 1000 1500
10 0 100 ~| i
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Data Selection Panel

Name of Data Matrix Name of Variable Matrix Name of Filename Matrix

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 Totalcounts Matrix Name of Samplenames Matrix

Indatat j

Iexactmass LI

Iﬁlenames j Itotalcounts

Ll Isamplenames LI

Input Information PCA Panel

| Plot PCA Scores and Loadings

These plots are for a quick check of the results
and cannot be saved.
Loading plots default to m/z vs PC#.

Make sure the data selected above is the
data you want to analyze and then press
the "Load Selected Data" button.

X-Axis Y-Axis
sampl/var v 1 J-|
Load Selected Data

Plot Scores Plot Loads
Data: ndatat <y 0.2
Samples: samplenames o O 6
Variables: exactmass 4 01} 8

§ -
Scaling Method -

SQRT-MeanCe... j Press the 'EXT Plot' button to open the

figure in an external Matlab figure.

Run PCA ‘ ? {, ?\
= -0.31 : : : -
o 0 10 20 30 40 50
Show Eigenvalue Scree Plot .
i
2
PCA Summary )
c
PC# %Var 9%Vartotal =
§ 94 9
2 22.5 53.9 ‘ - '
3 18.8 72.7 = EXT Plot
4 12.3 85 5 1
5 8.4 93.4 g 511 745
6 6.1 99.5 S 04}
7 0.4 99.9 = 431
8 0.1 99.9 = o 1 .
c -U.
9 0 9.9 = 500 1000 1500
10 0 100 ~| m/z

Save PCA Data to Workspace

Number of
PCs to keep

e

Scores output name

Loadings output name

Percent variance output name

Model output name

Save To Workspace

Close Panel
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Data Selection Panel
These are the main input data that will be used in further analysis unless you specify otherwise.

llea tha dAran dowin manne tn calart thao dAata and infarmatinn van want tn nea in vnur an alysis_

) Figure 2

Name of Data Matrix  rie Edit vView Insert Tools Desktop Window Help

=10l x|

X Name of Samplenames Matrix

ndatat j cj = H \2\’ | [% ‘ O 4_'_\ {fr? @ 'Q a{ . ﬁ]) ‘ D El m O Isamplenames Ll
This figure can be modified and saved as I\ FELED A
desired. —/ ' ' '
AT Save PCA Data to Workspace
—— =" ERmEnw 3 Number of
w o 6 | PCs to keep
Load Selected I — 10 Scores output name
oad Se " ,
= -0.05¢ + 12| |
8 0 14
Data: nda 8 017 16 |- Loadings output name
Samples: sample = v 18
Variables: exactn O 015 7
3 |
Scaling Metho g -0.2¢ } Percent variance output name
SQRT-MeanCe... © On O
£ 025,79, - |
S
o
_0.3 1 1 1 1
Run PCA 0 10 20 30 40 50 | Model output name
samples |
= ~U.J
o 0 10 20 30 40 50
Show Eigenvalue Scree Plot ‘ . e
2 pac
2
PCA Summary 23
c
PC# %Var %Vartotal S
g 94 9
2 22.5 53.9 ‘ - 1
3 18.8 72.7 "cc'; EXT Plot Close Panel
4 12.3 85 s I
5 8.4 93.4 3 511 45
6 6.1 99.5 S -04}
7 0.4 99.9 - 431
8 0.1 99.9 3
9 0 999 £ 06 : ;
. a 0 500 1000 1500
10 0 100 ~| —
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Plot PCA Scores and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘;232:; of the results
the “Load Selected Data™ button. Loading plots default to m/z vs PC#. Number of
X-Axis Y-Axis PCs to keep
samp/var | |1 | I
- S t
Load Selected Data Pe# - cores outputname
samp/var Plot Loads I
Data: ndatat £ o2 2 A\ Loadings output name
Samples: samplenames o 3 % 5
Variables: exactmass 2 0114 . 8 I
10
Scaling Method | Next we'll plot PC1 vs PC2. 12 Percent variance output name
SQRT-MeanCe... : 141 EXT Plot |
1 Select PC1 from the x-axis menu. 16 ° | |
18
Run PCA ‘ ﬂ ? }; ? ] Model output name
.6 L) - —
= -0.3I— 12 ' ' I
o 0 13 30 40 50
Show Eigenvalue Scree Plot ‘ s 14 save To Workspace
= %415
PCA Summary o 16
PC# %Var %Vartotal s 02047 5
oy L - _
2 22.5 53.9 —
3 188 727 = 7281, EXT Plot\ Close Panel
4 12.3 85 & 02} ] T
5 8.4 93.4 3 165 511 745
6 6.1 99.5 S 04}
7 04 999 = b
8 0.1 99.9 T o 1 ,
c -U.
9 0 9.9 i 0 500 1000 1500
10 0 100 ~| mwz
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Plot PCA Scores and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots are for a quick check of the results P
" " and cannot be saved.
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
1 I 1 J-| I
PC# - Scores output name
Load Selected Data - -
Plot Scores 1 I
Data: ndatat <) 0.2 ' ' ' 3 g Loadings output name
Samples: samplenames 5. :
Variables: exactmass & 01l 5 I

Scaling Method | And PC2 from the y-axis menu.

Percent variance output name
SQRT-MeanCe... | EXT Plot | I

Run PCA ‘ &= T Model output name

bv T |

‘o
£ 03 : ' 413
o 10 20 3( 14
Show Eigenvalue Scree Plot ‘ 15 Save To Workspace
16
PCA Summary 17
PC# %Var %Vartotal 18

94 9
| ...|ﬁﬁfﬂ|. 119 r

Principal Component 1 Loadings (31%)

2 22.5 53.9 ‘ T

3 18.8 72.7 EXT Plot Close Panel
4 12.3 85 - \

5 8.4 93.4 511 745

6 6.1 99.5

7 0.4 99.9 431

8 0.1 99.9 06 | |

3 0 93.9 : 500 1000 1500

10 0 100 "
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File DataPre-Processing MVA Data Display N

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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Plot PCA Scorgs and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots are for a quick check of the results
" " and cannot be saved.
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
. ‘ L N E |
Scores output name
Press the 'Plot Scores' button to update the :: ? Plot Scores | Plot Loads I
scores plot. {:%
; —_ L 02 : . : : Loadings output name
l oTTooTooT I g 01t = 8 I
o 10
. n
Scaling Method - ol bk * 12 Percent variance output name
|SQRT-MeanCe... - | = 14| EXT Plot |
S 01} 16 I
= v 18
Run PCA ‘ <§ 02} ] Model output name
o
= e |
= 03 . ' - -
o 10 20 30 40 50
Show Eigenvalue Scree Plot ‘ Save To Workspace
PCA Summary

PC# %Var 9%Vartotal

Principal Component 1 Loadings (31%)

2 22.5 53.9 ‘

3 18.8 72.7 EXT Plot Close Panel
4 12.3 85 - \

5 8.4 93.4 511 745

6 6.1 99.5 04l

7 0.4 99.9 431

8 0.1 99.9 06 | |

3 0 93.9 : 500 1000 1500

10 0 100 "
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Sz Scor_es s el Save PCA Data to Workspace
data you want to analyze and then press These plots are for a quick check of the results P
" " and cannot be saved.
the "Load Selected Data" button. Loading plots default to miz vs PCH. Number of
X-Axis Y-Axis PCs to keep
T B g |
Load S l : Scores output name
And the 'Plot Loads' button to update the —I::: > Plot Loarg, I
—1 Loadings plot. g
Data: _ ' ' . Loadings output name
Samples: =) (- C 6
Variables: ) _ x x 8 I
: 18 02 10
Scaling Method o~ ¥ 12 Percent variance output name
|SQRT-MeanCe... - | £ 04 141 EXT Plot
: ) | |
= v 18
Run PCA ‘ S 0t T Model output name
g £ 7
- 0.1 S ' ' : ' I
o 03 02 -01 0 01 02
Show Eigenvalue Scree Plot ‘ . Principal Component 1 Scores (31%) Save To Workapace
S
o
PCA Summary 23
=
PC# %Var %Vartotal o 94 9
3 -
2 22.5 53.9 — Cl Panel
3 18.8 2.7 = EXT Plot ose Pane
4 12.3 85 § -
AR : e
. . O -04¢
7 04 999 = el
8 0.1 99.9 = o 1 .
c -U.
J 0 93.3 = 500 1000 1500
10 0 100 ~| i
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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
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Plot PCA Scorgs and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results
the "Load Selected Data" button. Loading plots default to m/z vs PCH. Number of
X-Axis Y-Axis PCs to keep
1 A P 5 | 4
Scores output name
Load Selected Data = | |
__| Once you have browsed the PCA scores I scores
Data: - . and loadings and decided you want to save i
' £ 03 the results, you must first choose how many ST
Samples: samplenames o PCs to save
Variables: exactmass > I loads
i (;,‘3 0.2 The number of PC you keep can be based
Scaling Method o~ off: Percent variance output name
SQRT-MeanCe... - | £ 01| -the point of inflection in the scree plot
S -the PC number where the % variance | var
£ captured does not change significantly
Run PCA ‘ S Op -Where you see only noise in the scores Model output name
= plot
S o model
a '0'.10_3 Enter the information requested in the
Show Eigenvalue Scree Plot ‘ Prinf boxes and press the 'Save To Workspace' <
= ve To Workspace
& 06: button. ;
3 0 s
PCA Summary ) . .
PC# %Var %Vartotal ‘%u L) L _l < )
I-I!-Iﬂfl g ., 343
2 22.5 53.9 |
4 12.3 85 s 0 e N
5 8.4 93.4 = §44 o d97
6 6.1 99.5 S 0.2} %31
7 0.4 99.9 ©
8 0.1 99.9 = . _ . 1 . .
c -U.
9 0 9.9 = 06 -04 02 0 02 04
10 0 100 | Principal Component 1 Scores (31%)




J MATLAB R2011b

File Edit Debug Desktop Window Help

NS | s B2 ¢ | B3| @

Current Folder: I C:\Users\graham\Documents\MATLAB

|

L)@

© Shortcuts 2] How to Add &) What's New

'Current Folder | Workspace 0 a2 X,
B ¢ = i B |Stad<:|Basej|@Selectdatatoplot v
Name /. Value

data <42x84 double >
exactmass <84x15 char>
filenames <42x15 char>
labels <84x15 char>

HH loads <84x4 double >

model <1x1 struct>

[ ndatat [% <42x84 double >

nommass <84x3 char>

samplenames <42x4 char >

BH scores <42x4 double >

HH totalcounts <42x1 double >

HH var <4x4 double >

| Command Window

(1) New to MATLAB? Watch this Video, see Demos, or read Getting Started.

>> spectragul

fg >> |

The data is saved to the workspace using
the names provided.
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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 rName of Variable Matrix Name of Filename Matrix  Name of Totalcounts Matrix Name of Samplenames Matrix
Indatat j Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI
: PCA Panel
Input Information l :
Make sure the data selected above is the Plot PCA Scor_es and Loadings Save PCA Data to Workspace
data you want to analyze and then press These plots :r:df?:;:::tlﬁz ‘:;32:; of the results
the "Load Selected Data" button. Loading plots default to miz vs PCH. Number of
X-Axis Y-Axis PCs to keep
1 i 2 = I 4
Scores output name
Load Selected Data Dlogic Plot Load
ot Scores ot Loads I scores
Data: ndatat <) 0.3 ' ' ' _ Loadings output name
Samples: samplenames & o 6
Variables: exactmass 2 x x 8 I loads
g 0.2 10
i ()
Scaling Method o~ ¥ 12 Percent variance output name
SQRT-MeanCe... - | E 01} 141 EXT Plot
S 16 | var
£ v 18
Run PCA ‘ S 0t T Model output name
F £ 7
5 o ' | model
=) . ) ) )
o 03 -0.2 -0.1 0 0.1 0.2
Show Eigenvalue Scree Plot ‘ . Principal Component 1 Scores (31%) Save To Workapace
5 06 :
PCA Summary 23
PC# %Var %Vartotal s 04 &
S 243
2 22.5 53.9 EHE : .
3 18.8 727 = Press the 'Close Panel' button to close the Close Panel:
. . @
4 123 85 S 0 panel. %
5 84 934 £
6 6.1 99.5 S 0.2} —— —
7 0.4 99.9 ©
8 0.1 99.9 = - ! : . . y
c -U.
9 0 9.9 s 06 04 02 0 02 04
10 0 100 | Principal Component 1 Scores (31%)
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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

Iexactmass LI Ifilenames j Itotalcounts Ll Isamplenames LI

That's it for this tutorial.

Press the green button on the left to go back to
the previous step. Press the button the right to
go back to the beginning of the tutorial.




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

