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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.

o »
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Shortcuts (2] How to Add (2] '

Workspace
CEL R
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | Workspace I

Command History

- 1oad datafortut
rexactmass

Name of Data Matrix

Idata Ll

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.

VName of Variable Matrix Name of Filename Matrix Name of Totalcounts Matrix

Iexactmass LI Iﬁlenames ;l

Itotalcoums

[

Name of Samplenames Matrix

Isamplenames

[

This tutorial will show you how to create scatter
or bar charts of the active data set.

For this we will use the 'Plot Peak Area Data’
function. This refers to peak intensity data
imported to the spectragui and not to a RAW
data file from an instrument manufacturer.
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File Edit Debug Desktop ' File DataPre-Processing MvA | Data Disp%f
0 = ] &b R v Plot Ravi Data From the 'Data Display' menu choose -»
Shortcuts (2] Howto Add (7] Make Multiple Raw Data Figures N Plot Raw Data’.
Plot Scores with Confidence Limit
Workspace Plot Loadings ata th otherwise.
iC) = ‘ B Label Loadings Plat  to sell l? :? r analysis.
Mame /. - Name of Data Matrix ‘Name of Variable Matrix 7 atrix Name of Samplenames Matrix
HH data Idata Ll Iexactma&s LI Iﬁlenames ;l Itotalcoums LI Isamplenames Ll
@ exactmass
Lbd filenames
HH newdata
abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | Workspace I

Command History

~-1oad datafortut
rexactmass
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Shortcuts (2] How to Add (2] '

Workspace
AT ELIE
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

- 1oad datafortut
rexactmass

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

Data Selection Panel

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

Idata Ll % Iexactmass LI

Name of Filename Matrix

|ﬁ|enames LI

Name of Totalcounts Matrix
Itotalcounts Ll

Name of Samplenames Matrix

Isamplenames

[

Load Selected Data

Make sure the data you want to plot is selected
from the 'Data Selection Panel'.

Raw Data Browser

riable List
a Variahle to Plot

= 4]
i
/ I\\ '

Select Plot Type

IChoose Plot Style Ll

Plot Data Save Plot to File

Close Panel
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Shortcuts (2] How to Add (2] '

Workspace
AT ELIE
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

- 1oad datafortut
rexactmass

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

Ll Iexactmass

[

Name of Filename Matrix
|ﬁ|enames LI

Name of Totalcounts Matrix
Itotalcounts Ll

Name of Samplenames Matrix

Isamplenames

[

Load Selectt\,{;l Data

Raw Data Browser

button.

Loaded Data:

Loaded Samplenames:

Loaded Variables:

e
l“ /l

Then press the 'Load Selected Data'

Select Plot Type

Choose Plot Style

Plot Data

[

Save Plot to File

Close Panel
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Shortcuts (2] Howto Add (7] Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
 El S ’ % Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data Idata Ll Iexactmass LI Iﬁlenames LI Itotalcoums Ll Isamplenames L]
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data
abd newdiles
od newsamples Variable List
i romimass D Select a Variable to Pl
b samplenames Loaded Data: data elect a Variable to Plot
HH totalcounts Loaded Samplenames:  samplenames
Loaded Variables: exactmass 13 0030
14.0162 : : i
15.9963 da A list of all peaks in the data set is shown
17.0030 in the 'Variable List' box.
Select Plot Type 4 0008
Choose Plot Styl -] 1 9728
oose Plo e - 31.9726 . -
3297965 -=* T
34 9757 et - =
‘1J 36.0015
- 37 0086
Current Directory | Workspace | Plot Data Save Plot to File 5 0165
39.0242
Command History 45.9300
_ 49.0089
- load datafortut 51.0244
» Close Panel 56.9807
| exactmass 58 9966
ceele 619595
S — 79.9577 ~|
f“clear
cegle

 ~edit camecard.y
i"'ClC

EXAactHMass
~-filenames

i"'ClC

-3amp lenames
cegle

 ~clear new®
cegle

 ~clear new®
~-what

f~save datafortut
f...clc

4\ Start
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Shortcuts (2] Howto Add (7] Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
 El S ’ % Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data Idata Ll Iexactmass LI Iﬁlenames LI Itotalcoums Ll Isamplenames L]
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data
abd newdiles
od newsamples Variable List
hbd nommass )
b samplenames Loaded Data: data Select a Variable to Plot
HH totalcounts Loaded Samplenames:  samplenames
Loaded Variables: exactmass
Select Plot Type
Choose Plot Style ‘Rls< :: Select the type of plot you would like to
create from the 'Select Plot Type' drop

& down menu.
Current Directory | workspace | Plot Data Save Plot to File ‘lr\r ’;\?\’
Command History 23300

_ 49.0089

~1load datafortut 51.0244

oF kot Close Panel 56.9807

| exactmass 58 9966

ceele 619595

glera 79.9577 ~|

f“clear

cegle

 ~edit camecard.y
?“exactmass
f“filenames
?“samplenames
 ~clear new?®
 ~clear new?®
~-what

~-gave datafortut

eple

4\ Start
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Shortcuts (2] How to Add (2] '

Workspace
LB NG|
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

 ~10ad datafortut
}“exactmass

?“clc

}“clera

}“clear

e

 ~edit camecard.r
}“clc

?“exactmass
?“filenames

}“clc
?“samplenames
;“clear new?®
e

?“clear new?®
..what

;“save datafortut
e

4\ Start

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

Idata

Ll Iexactmass LI

Name of Filename Matrix

Name of Totalcounts Matrix

Iﬁlenames LI Itotalcounts

[

Name of Samplenames Matrix

Isamplenames

[

Load Selected Data

Loaded Samplenames:

Loaded Data: data

samplenames

Raw Data Browser

Variable List
Select a Variable to Plot

Scatter

Bar

Average + Stdev
Average + Stdev Colored

Close Panel

Loaded Variables: exactmass |
14.0162
15.9963
Select Plot Type ;z-gggg
250075 i
Choose Plot Style a4z
Choose Plot Style There are 4 plot types.

Scatter - XY scatter plot of the intensity for
the selected peak for all spectra in the data
set.

Bar - bar plot of the intensity for the
selected peak for all spectra in the data
set.

Average + Stdev - a bar plot of the average
intensity and standard dewviation for the
selected peak for all sample groups in the
data set.

Average + Stdev Colored - same as
above, but each bar in the plot has a
different color.

Let's see how each one looks.

&=

)
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Shortcuts (2] Howto Add (7] Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
ol | = & ’ i Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data Idata Ll Iexactmass LI Iﬁlenames j Itotalcounts Ll Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data
abd newdiles
od newsamples Variable List
hbd nommass )
b samplenames Loaded Data: data Select a Variable to Plot
HH totalcounts Loaded Samplenames:  samplenames
Loaded Variables: exactmass |

14.0162

15.9963

17.0030

Select Plot Type 4 0008 |
25,0078
Choose Plot Style Ll 31.9726
32.9796

Choose Plot Style

Rl _ <: First we'll select the 'Scatter’ plot
Bar

Current Directory | workspace |

—| Average + Stdev
Command History

Average + Stdev Colored — —p
- 1load datafortut \ / \ J

» Close Panel e -
exactmass 55 9966

ceple £1.9895

~elera 79.9577 r

f“clear

el

 ~edit camecard.r
f“clc

?“exactmass
f“filenames

f“clc
?“samplenames
f“clear new?®
f“clear new?®
~what

f“save datafortut
e

4\ Start
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Shortcuts [&] HowtoAdd [#]° Data Selection Panel
orkspace ese are the main input data that will be used in further analysis unless you specify otherwise.
Work Th th in input data that will b d in furth lysis unless you specify otherwi
 El S ’ % Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data Idata Ll Iexactmass LI Iﬁlenames LI Itotalcoums Ll Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
tH newdata Load Selected Data
abd newdiles
o newsamples Variable List
i romimass Loaded D Select a Variable to Pl
@samplenames oaded Data: data elect a Variable to Plot
HH totalcounts Loaded Samplenames:  samplenames
e s exactmass S j< :: Then click on the peak you want to plot the
140162 data for.
15.9963
17.0030
Select Plot Type 4 0008 |
25,0078 A ‘ T
Scater 31 5726 =
32.9796
34 9757
Kl 36.0015
- 37 0086
Clrrent DEsctory ] wOrkspaceI Plot Data Save Plot to File 5 0165
39.0242
Command History 45.9300
_ 49.009
- load datafortut 51.0244
; Close Panel 56.9807
eXactmass
; 55,9966
ele |61.9595
“clera = ~!
f“clear
cegle

 ~edit camecard.r
 ~clc

?“exactmass
f“filenames

 ~clc
?“samplenames
 ~clear new?®
 ~clear new?®
~what

f“save datafortut
e

4\ Start
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Shortcuts (2] How to Add (2] '

Workspace
CEL R
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | Workspace I

Command History

- 1oad datafortut
rexactmass

Name of Data 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.

VName of Variable Matrix

Data Selection Panel

Name of Filename Matrix

Name of Totalcounts Matrix Name of Samplenames Matrix

Idata Ll Iexactmass LI Iﬁlenames ;l Itotalcoums LI Isamplenames Ll
Raw Data Browser
Load Selected Data
¥ 10 mfz = 11.9999
Yeariable List 2
Loaded Data: — i Plot 451 i
Loaded Samplenameq [he plotis displayed here. )
Loaded Variables: ﬂ
. ) e i
Select [‘.\ —l / | §
- - P L L L p—! 8 3 B 7
' 25.0078 -
Scatter Ll 31.9726 H
32.9796 = 25¢F i
34.9757 £
36.0015 = ol ]
Plot Data Save Plot to File g;:g?gg
39.0242 151 i
459900 :
49.0039
51.0244 1k i
Close Panel 56.9507
58.9966
161 95895 05 1 1 1 1 1 1 1
799577 Ll 10 15 20 25 30 35 40 45

samplenumber
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Shortcuts (2] How to Add (2] '

Workspace
B EsE s
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

- 1oad datafortut
rexactmass

Name of Data Matrix

VName of Variable 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 Filename Matrix

Name of Totalcounts Matrix

Name of Samplenames Matrix

Idata Ll Iexactmass Iﬁlenames LI Itotalcoums LI Isamplenames Ll
Raw Data Browser
Load Selected Data
¥ 10 miz = 11.9999
Variable List 2 ' '
Loaded Data: data Select a Variable to Plot 451 i
Loaded Samplenames: samplenames 4
Loaded Variables: exactmass
14.0162 35! .
15.9963 ,2
Select Plot Type 15-2222 3 4 |
Scatter [§|< I[: Now let's look at a bar plot.
Plot Data Save Plot to File |

Close Panel

e
\ s

45,9300
49.0039
51.0244
56.9807
58.9966
|61.9895

799577 LI

[l alletatelel

0.5
0

5 10 15 20 25

samplenumber
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Shortcuts (2] How to Add (2] '

Workspace
AT ELIE
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

- 1oad datafortut
rexactmass

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

Idata Ll Iexactmass

[

Data Selection Panel

Name of Filename Matrix

|ﬁ|enames

[

Name of Totalcounts Matrix Name of Samplenames Matrix

Itotalcounts

Ll Isamplenames Ll

Load Selew Click on the peak again to refresh the

plot.

e
\ /

Loaded Data: —

Loaded Samplenames: samplenames

Loaded Variables: exactmass

Select Plot Type

Plot Data Save Plot to File

Close Panel

Browser

11.9339
13.0080 [}g
14.0162
15.9963
17.0030
24.0008
25.0078
31.9726
32,9736
34,9757
36.0015
37.0086
38.0166
39.0242
45,9900
49.0089
51.0244
56.9307
55.9966
619895
79.9577

[l alletatelel

normalized counts

5

45}

% 10

miz = 11.9999

16, 16, 145489

B -

20 25 30 35 40 45
samplenumber
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Shortcuts (2] How to Add  [2] !
Workspace

B ERS
Mame 2

BE] data

@ exactmass
lbd filenames

BE] newdata

abd newdiles

Lbd newsamples
lbd nommass

lbd samplenames
Bﬂtotalcounts

4

Current Directory ] Workspace ]

Command History

load datafortut
exactmass

cle

clera

clear

cle

edit camecard.r
cle

exactmass
filenames

cle

samp lenames
cle

clear new?®

cle

clear new?®
what

save datafortut
cle

4\ Start

<) spectragui

Name of Data Matrix

data j

File Edit Debug Desktop ' File DataPre-Processing MYA Data Display

Name of Variable Matrix

Iexactmass

Load Selected Data

Loaded Data:

data

[

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 Filename Matrix

|ﬁlenames

[

Raw Data Browser

Variable List 3
Select a Variable to Plot 45

This is a basic bar plot.

R

Now let's look at a bar plot showing the
average and standard dewviation for this 3

4

Name of Totalcounts Matrix

Itotalcounts ;I Isamplenames LI

% 10

mfz = 11.9999

1ol x||

Name of Samplenames Matrix

i

:\ 2iE

Loaded Samplenames: LY.
Loaded Variables: e
Select Plot Ty
peak.
Bar R —
Plot Data Save Plot to File

Close Panel

34 9757
36.0015
37.0086
38.0166
39.0242
45.9300
49.0039
51.0244
56.9807
58.9966
61.9895
79.9577

[nlalalatalnl

2

narm

1.5

1

0.5

1 1 1 1

165 16518 Tad%s
1434432 | | K
4

10 15 20 25 30 35 40
samplenumber

45




File Edit Debug Desktop
D |4 Bl -
Shortcuts (2] How to Add  [2] !

Workspace
B = 'y & |
Name 2

BE] data

@ exactmass
lbd filenames

BE] newdata

abd newdiles

Lbd newsamples
lbd nommass

lbd samplenames
Bﬂtotalcounts

4

Current Directory ] Workspace ]

Command History

load datafortut
exactmass

cle

clera

clear

cle

edit camecard.r
cle

exactmass
filenames

cle

samp lenames
cle

clear new?®

cle

clear new?®
what

save datafortut
cle

4\ Start

<) spectragui

File DataPre-Processing M4 Data Display

Name of Data Matrix Name of Variable Matrix

data j Iexactmass

[

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 Filename Matrix

|ﬁlenames

Ra

Load Sel Cjick on the peak again to refresh the

plot.
g

Loaded Data— waa
Loaded Samplenames: samplenames

Loaded Variables: exactmass

Select Plot Type

Average + Stdev H

Plot Data Save Plot to File

Close Panel

rowser

11.99399
13.0
14.016

15.9963
17.0030
24.0003
25.0078
31.9726
32.9796
34 9757
36.0015
37.0086
38.0166
39.0242
45.9300
49.0039
51.0244
56.9807
58.9966
61.9895
79.9577

[nlalalatalnl

[

normalized counts

A

1.5

0.5

1ol x||

Name of Totalcounts Matrix Name of Samplenames Matrix

Itotalcounts ;I Isamplenames LI

10 mfz = 11.9999

I 1 1 1 1

165 16518 Tad%s

1434432 | | K
4

0 5 10 15 20 25 30 35 40

samplenumber

45
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7 File Edit Debug Desktop ' File DataPre-Processing MYA Data Display ~
D | & 2@ o |
ST M| EElimest] (b Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.

15 = Use the drop down menus to select the data and information you want to use in your analysis.
Name ¢ | Name of Data Matrix Name of Variable Matrix Name of Filename Matrix  Name of Totalcounts Matrix Name of Samplenames Matrix

EE] data

@ exactmass
lbd filenames

EE] newdata

abd newdiles

Lbd newsamples
lbd nommass

lbd samplenames
Eatotalcounts

Rl

Current Directory ] Workspace ]

Command History

load datafortut
exactmass

cle

clera

clear

cle

edit camecard.r
cle

exactmass
filenames

cle

samp lenames
cle

clear new?®

cle

clear new?®
what

save datafortut
cle

4\ Start

data j Iexactmass LI Iﬁlenames LI Itotalcounts LI Isamplenames ;l
Raw Data Browser
Load Selected Data 4
10 miz = 11.9999
Variable List 2 ' ' ' ' ' ' E
Loaded Data: data Select a "Jariab%to Plot 45t 12 -
Loaded Samplenames: s 4 -
. Now the data is displayed showing the
SEetatiaaliEs e average and standard deviation. " |
Select Plot Ty] NOW let's create this plot with colored bars. 3t -
Average + Stdev  — = 257 ’
| 45757 ' £ 21 -
36.0015 =
Plot Data Save Plot to File g;:g?gg 1.5 [ g -
39.0242
45.9900 1k _
49.0089
51.0244
Close Panel 56.9807 057 ’
53.9966
61.9895 0
79.9577 ~| 1 2 z 4 5 b 7

samplenumber
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7 File Edit Debug Desktop ' File DataPre-Processing MYA Data Display ~
D | & 2@ o |
ST M| EElimest] (b Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.

15 = Use the drop down menus to select the data and information you want to use in your analysis.
Name ¢ | Name of Data Matrix Name of Variable Matrix Name of Filename Matrix  Name of Totalcounts Matrix Name of Samplenames Matrix

EE] data

@ exactmass
lbd filenames

EE] newdata

abd newdiles

Lbd newsamples
lbd nommass

lbd samplenames
Eatotalcounts

Rl

Current Directory ] Workspace ]

Command History

load datafortut
exactmass

cle

clera

clear

cle

edit camecard.r
cle

exactmass
filenames

cle

samp lenames
cle

clear new?®

cle

clear new?®
what

save datafortut
cle

4\ Start

data j Iexactmass LI Iﬁlenames LI Itotalcounts LI Isamplenames ;l
1 Raw Data Browser
Load Selec i ‘
F()le(l)ct:k on the peak again to refresh the ; 104 miz = 11.9999
. ist 5 I I I I I I I18
Loaded Data: : ‘ : to Plot 45t 12 -
Loaded Samplenames: samplenames { } 4t -
. 11.9993 N a
Loaded Variables: exactmass 13.0080 [% - 35} .
14,0162 '
15.9963 o
Select Plot Type ;:gggg s 3 i
. |- O
25,0078 -
Average + Stdev Colored ' 31.9726 @ 25¢ 1
32.9796 T
34 9757 s 2} -
36.0015 Q
Plot Data Save Plot to File g;:g?gg 15} 7
39.0242
45.9900 1+ _
49.0089
51.0244
Close Panel 56.9807 0571 ’
55.9966
[61.9595 0
79.9577 ~| 1 2 3 4 5 B 7

samplenumber




= - MATTAERETH E TR

File Edit Debug Desktop ' File DataPre-Processing MVA Data Display

Nos| % B2 @ o

=10| x|

Shortcuts (2] How to Add  [2] !

Workspace
BB i é%"%g
Mame /7

H data

@exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

<

Current Directory ] YWorkspace ]

Command History

- 1oad datafortut
rexactmass

el

eglera

e lear

oo le

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le

4\ Start

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 Variahle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI Iexactmass j Iﬁlenames Ll |totalcounts LI Isamplenames LI
Raw Data Browser
Load Selected Data
¥ 10 mfz = 11.9999
Variable List z ' ' '
Loaded Data: data Select a VariaQe to Plot 45t 12
Loaded Samplenames: S3 4 14
Now each bar is colored 1
Loaded Variables: e ' 10
3.5 1
1
Select Plot T}" T\ ?\ 3r
Average + Stdev Colore — ~] [3T9726 _-N 2.5
32.9796 =
34 9757 s 2
36.0015 =
Plot Data Save Plot to File e 15
39.0242
45.9900 1
49.0039
51.0244
Close Panel 56.9507 0.5
58,9966
|61.9895 0
799577 j 3 4 )
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Shortcuts [#] HowtoAdd [A]* Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
B ‘o & ‘ b Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data data LI Iexactmass j Iﬁlenames Ll |totalcounts LI Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data A
fibd newdiles X 10 mfz = 11.9999
od newsamples Variable List ' ' ' ' '
lbd nommass )
od samplenames Loaded Data: data Select a Variable to Plot 451 12
[ totalcounts Loaded Samplenames:  samplenames 4| 114
1
Loaded Variables: exactmass 10
14,0162 dar {
: 1
15.9963 o .
17.0030 = -
Select Plot Type 4 0008 | 3
25,0078 = 55l g
Average + Stdev Colored LI 31.9726 r
329796 T
A4 OIS E =)
Rl If i
. you would like to save any plot, press the
Current Directory | workspace | pretnsd Save'Elottn Filo 'Save Plot to File' button.
Command History
- 1oad datafortut :
-oa i Close Panel ?
reeXactmass 'QUM;UU
g le 61.9895 0
glera 79.9577 ~| 1 2 3 4 5 b i
@lear samplenumber
el

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le

4\ Start
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Shortcuts (2] How to Add (2] . . nel
512, 511,
Workspace b 513;23 3?45,;’3 analysis unless you specify otherwise.
-j i n & ’ fics My Recent 1 14.jpg 7| NiceLoadingsPlat.jpg tion you want to use in your analysis.
Documents 9 25.jpa 1] scoresplat.jpg : i i
Name 7 w 15 2SmicronScan3micronfeatures.jpg ix___Name of Totalcounts Matrix Name of Samnlenames Matrix
tH data 5 32.jpg This brings up a standard save dialog. You -]
bd exactmass Desktop 5 33.jpg can choose where to save the file, the file
b filenames 59 38.ipg Il name and the file type.
HH newdata . 1 80.jpg
ibd newdiles 51 96.pg
hbd newsamples SDREENIEEE £197.ipg E 85
hbd nommass 5] 165.jpg
bd samplenames QL £1197.ipg
H totalcounts My Computer @431']:"9 14
51 487.jpg 1
My:guork File name: I ~ Save I :
e Save as type: Iipeg (*.jpa) LI Cancel | E
I 7 = T |
32.9796 w©
34.9757 E
o no 8
Current Directary | Workspace | Plot Data Save Plot to File gg:g; gg
Command History iggggg
é ------ load datafortut 91.0244
Close Panel 56.9807
- exactmass 53 9966
rele 619895
~clera e ~| 29 4
T — samplenumber
. clc
------ edit camecard.ry
______ el
""" exactmass
------ filenames
______ el
------ sSawmp lenames
______ el
------ clear new?®
______ el
------ clear new?®
------ what
------ save datafortut
______ el
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Savein: |l work l] - ¥ B3~
Shortcuts (2] How to Add (2] ' E] Ty @511 - el
Workspace b 51 13.jpg 51 745.ipg analysis unless you specify otherwise.
B E HE= ) ’ b My Recent [ [EZFER 7| NiceLoadingsPlat.jpg tion you want to use in your analysis.
—— D°°”mf"ts QZS-J'PQ | | 1] scaresplot.jpg ix  Name of Totalcounts Matrix Name of Samplenames Matrix
m @ 2SmicronScan3micronfeatures.jpg ’ ’
HH data 5 32.5pg totalcounts j Isamplenames LI
hbd exactmass Desktop 5933.ipg
Lbd filenames 1 38.ipg r
HH newdata . 1 80.jpg 4
fand newdiles 51 96.pg 10 miz = 11.9999
hbd newsamples AR L 97.jpg 3 ' ' ' ' '
hbd nommass 7 165.jpg
bd samplenames E; £197.jpg 45¢ 12
HH totalcounts My Computer @431'1:99 i 14
1) 487.jpg 4 .
lg sl 10
MyNetwork BRI peakl2 ~ 5 Then press 'Save' to save the file.
Tees Save as type: ipeg [*.ipg) | Cancel
] - — [T T
32.9796 © @
349757 e
4 hL :
Current Directary | Workspace | Plot Data Save Plot to File gg:g; 33
Command History Egggg
é """" load datafortut 91.0244
Close Panel 56.9807
- exactmass 58 9966
elc 61 9895
clers e o ~| 5
elear samplenumber
- C lc
------ edit camecard.r
______ ol
""" exactmass
------ filenames
______ ol
------ sSawmp lenames
______ ol
------ clear new?®
______ ol
------ clear new?®
------ what
------ save datafortut
______ ol
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miniEts MliEa iy w Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
B ‘o & ‘ % Use the drop down menus to select the data and information you want to use in your analysis.
Name £ Name of Data Matrix Name of Variable Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data data LI Iexactma&s j Iﬁlenames Ll Itotalcounts LI Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data 4
fibd newdiles w10 mfz = 11.9999
o newsamples Variable List > -
hbd nommass )
od samplenames Loaded Data: data Select a Variable to Plot 451 12
[ totalcounts Loaded Samplenames:  samnlenames n 114
- 1
For any plot type you can browse through 113332 = il T10
the peak list by pressing the up or down 14.0162 . 1
arrow keys. The plot will automatically 1oase E 4l
. =
update. 24 0008 1 B8
_ » 25,0078 T o5
— 2 31 9726 B
Y, / 32.9796 ©
34.9757 E 2
Kl 36.0015 =
- 37 0086
Current Directory | Workspace | Plot Data Save Plot to File 5 0165 1.5
39.0242
Command History 435.9300 1
49.0039
~-load datafortut 51.0244
2 = Fearh Close Panel 56.9807 0.5
| exactmass 53 9966
egle 619595 0
glera 79.9577 ~| 1 2 3 4 5 b i
T — samplenumber
el

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le

4\ Start
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Shortcuts [#] Howlto Add [4]* Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
B ‘o & ‘ b Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
p
H data data LI Iexactmass j Iﬁlenames Ll Itotalcounts LI Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
%ner;lata Load Selected Data A P
newfiles ¥ 10 miz = 13.
hd newsarnples Variable List 2 - 1
hbd nommass . 10 14
[od samplenames Loaded Data: data Select a Variable to Plot . 3
HH totalcounts Loaded Samplenames:  samplenames

Loaded Variables: exactmass

10

Select Plot Type

Average + Stdev Colored LI r\ ?\

nory nts

v ar
Ll 36.0015 5
. 37.0036 i 7
Current Directory | Workspace | Plot Data Save Plot to File 28 0166
39.0242
Command History 45.9900
43.0089
- 1oad datafortut 51.0244
1 Close Panel 56.9507
| exactmass 58 9966
ele |61.9895 0
olera 79.9577 ~| 3 4 5 B 7
glear samplenumber
g R

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes
el

ceglear new®
el

ceglear new®
~what

~-gave datafortut

el

4\ Start
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Shortcuts [#] HowtoAdd [A]* Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
B ‘o & ‘ b Use the drop down menus to select the data and information you want to use in your analysis.
Name 2 Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
H data data LI Iexactmass j Iﬁlenames Ll Itotalcounts LI Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data A
fibd newdiles ¥ 10 miz = 14.0162
ko newsamples Variable List ! — 12
i nomimass Loaded Data: Select a Variable to P 10
@samplenames oaded Data: data elect a Variable to Plot y 4 |
HH totalcounts Loaded Samplenames:  samplenames
; 11.9999 a
Loaded Variables: exactmass [:@ 13,0080 = i
15.9963 o
Select Plot Type I oo = i
: ()
Average + Stdev Colored LI . . N
il ST g
Plot Data Save Plot to File Rl
Current Directory | workspace | 38.0166 -
39.0242
Command History 45.9300
49.0089 1
~-load datafortut 51.0244
: Close Panel 56.9807
reeXactmass 53 9966
ele 61.9895
“clera e o ~| 8 4B B U
T — samplenumber
el

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le

4\ Start
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G H| Rt (6 Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
B ‘o & ’ % Use the drop down menus to select the data and information you want to use in your analysis.
Name £ Name of Data Matrix Name of Variable Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
data ata v exactmass - ilenames v totalcounts v samplenames v
0 o o foxan BT o e -]
@ exactmass |
Lbd filenames Raw Data Browser
HH newdata Load Selected Data
abd newdiles m/z = 15.9963
14
hbd newsamples Variable List 10000 - - - . 4 . .
hbd nommass )
od samplenames Loaded Data: data Select a Variable to Plot 9000 | -
H totalcounts Loaded Samplenames:  samplenames an00 | 10 1
Loaded Variables: exactmass [:% 113'3328 ) ;
14.0162 7000 ]
< B
17.0030 = 7
Select Plot Type 24 0008 |3
Average + Stdev Colored LI 100
| i " l /oo 12
Kl
. a¢ UUob E
Current Directory | Workspace | Plot Data Save Plot to File 28 0166 3000
39.0242
Command History 45.9900 2000
49.0039
~-load datafortut 51.0244
- o CooeE Close Panel 56.9807 1000
| exactmass 58 9966
eele 519595 0
glera 79.9577 ~| 3 B 5 b 7
glear samplenumber
oo le

~edit camecard.y
el

rexactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le
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Shortcuts (2] How to Add (2] '

Workspace
e EEIE
Name 2

H data

@exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

<

Current Directory ] YWorkspace I

Command History

~-load datafortut
rexactmass

el

eglera

e lear

oo le

~edit camecard.y
el

reXactmass
~-filenames

el

- gamp lensmes

oo le

ceglear new®

oo le

ceglear new®
~what

~-gave datafortut
oo le
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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 Variahle Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI Iexactma&s LI Iﬁlenames Ll Itotalcounts j Isamplenames LI
Raw Data Browser
Load Selected Data
mfz = 17.0030
Variable List S0 .
Loaded Data: data Select a Variable to Plot goopl T i
Loaded Samplenames: samplenames
11,9939 = ALy ]
Loaded Variables: exactmass [:% 13,0030 14
14.0162 G000 F B 1
15.9963 o |
17.0030 =
SelectiBlotiivie 24.0008 | © 5000t 12
25,0078 =
Average + Stdev Colored LI oa_aman =
000 -
Plot Data Save Plot to File aod
SOUT00D
39.0242
45.9900 2000t
49.0039
51.0244 i
Close Panel 56.9507 e
53.9966
519595 0
79.9577 ~| 3 4 5

samplenumber
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Shortcuts [&] HowtoAdd [#]° Data Selection Panel
Workspace These are the main input data that will be used in further analysis unless you specify otherwise.
{ EJ ‘o & ’ % Use the drop down menus to select the data and information you want to use in your analysis.
Name £ Name of Data Matrix Name of Variable Matrix Name of Filename Matrix Name of Totalcounts Matrix Name of Samplenames Matrix
H data data LI Iexactma&s LI Iﬁlenames Ll Itotalcounts j Isamplenames LI
@ exactmass |
Lbd filenames Raw Data Browser
EH newdata Load Selected Data
abd newdiles m/z = 49.0089
v newsamples Variable List 2" ' ' ' ' '
B nommass Loaded D Select a Variable to PI
@samplenames oaded Data: data elect a Variable to Plot
[ totalcounts Loaded Samplenames:  samplenames 10000 - 14
. 11.9999 - =
Loaded Variables: exactmass 13,0080 - =
14.0162 8000 F
15.9963 g 12
17.0030 =
Select Plot Type 4 0008 i
250073 =
Average + Stdev Colored LI 31.9726 I 6000
32.9796 I _.10
234 Q757 = o
‘ ' ' -
H Plot Data You can also use the 'Plot Data' button at J
Current Directory | workspace | any time.
Command History L
- 1oad datafortut ' = \ T :
: o HhEEoEh Close Panel — J
: reXactmass
~ole 61.9835 0
glera 79.9577 ~| 1 2 3 4 5 b i
T — samplenumber
e le
-edit camecard.r %
el
rexactmass
~-filenames
el
- gamp lensmes
g R
eglear new®
g R
eglear new®
- what
~-gave datafortut
ol K
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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

ndatat ;I |exactmass j |fi|enames ;I |tota|counts ;I |samp|enames j

Peak Area Data Browser
Load Selected Data

miz=12
. _ 0.025 . , ' ' - - -
Variable List @
. O
Loaded Data: ndatat Select a Variable to Plot ;
Loaded Samplenames:  samplenames 0.02+ 1 .
N
-~ -
Loaded Variables: exactmass 12-11.9999 2] e -
13-13.0080 D I
14-14.0162
Select Plot T 16-15.9963 § 0.015/ = |
elect ot Type 17-17.0030 - 2
24-24.0008 ~ ©
Average + Stdev Colored ;] 25-25.0078 g,)
32-31.9726 = i |
33-32.9796 © 001
35-34.9757 @
Plot Data Save Plot to File 36-36.0015 oc
37-37.0086
: 0.005¢ .
| EXT Plot | < l_‘t You can create an external Matlab figure by
b& — pressing the 'EXT Plot’ button.
0
Close Pang 3 4 5 6
samplenumber
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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 -|0| x|| Name of Samplenames Matrix
ndatat ;I File Edit View Insert Tools Desktop Window Help N |samp|enames j
il 2 | R RO BDE |2 O ]
Load Sel m/z = 12
oad Selec
0.025 T T T T T T T - 12
0 -
O -
= Z
Loaded Data: T .
0.02} 1 - T
Loaded Samplenames: -t 1 -
2 T = 3
Loaded Variables: g { -
S 0.015} 2 - 1
e .TL -
Select F = o)
)
=
Average + Stdev C = 0.01} i
= i
o
Plot Data
0.005 - |
EXT Plot
0

Close

3 4 5 ¢ e The figure appears in a separate Matlab
samplenumber figure window and can be edited and

TR TS oYY = saved as desired.
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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

ndatat ;I |exactmass j |fi|enames ;I |tota|counts ;I |samp|enames j

Peak Area Data Browser
Load Selected Data

miz=12
) _ 0.025 . ' ' ' ; . .
Variable List @
. O
Loaded Data: ndatat Select a Variable to Plot ;
Loaded Samplenames:  samplenames 0.02+ 1 .
N
- -
Loaded Variables: exactmass 12-11.9999 2] e -
13-13.0080 D 1
14-14.0162
16.15 9963 & 0.015} = —
Select Plot Type 17-17 0030 € +
24-24.0008 1 = ©
Average + Stdev Colored ;] 25-25.0078 g,)
32-31.9726 = i _
33-32.9796 o 0.01
35-34.9757 @
Plot Data Save Plot to File 36-36.0015 oc
37-37.0086
PP [a W alal =~ i
EXT Plot | Export Plot Dataf( :— You can export the data for the plot by
lk: pressing the 'Export Plot Data’ button.

3 4 5 6

Close Panel ‘
samplenumber
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Savein: | |, MATLAB ~| « @& ex E-
Name | ﬂ Date | j Type | j Size | Ll Tags | j =
v&? zcorrectorgui 9/6/2013 4:29 PM File folder
~ent Place imagequi 8/23/2013 3:32PM File folder
rr spectraqui 8/23/2013 3:15PM File folder
i 07_15_13 tripalmitin 18_IonoptikalA2Dspectrv2 7/31/2013 9:41 AM File folder
New folder 2/6/2013 10:05 AM File folder
slices 2/6/2013 9:57 AM File folder
Nick 2/6/2013 9:55 AM File folder
. | testasdiitext. txt 10/8/2013 10:26 AM Text Document 3KB S
| tiledatatable. txt 7/12/2013 3:58 PM Text Document 39 KB
Ry default. txt 6/14/2013 1:31PM Text Document 1KB
. |ROIareatable_LOS3tile4. txt 4/9/2013 10:13 AM Text Document 6 KB
@ | slice2spot2test. txt 4/5/2013 2:43 PM Text Document 7KB
k ' |ROIareatable_fromPCAScores. txt 4/3/2013 3:30 PM Text Document 8 KB
, o | test_spot1_pos_NoSilicon.txt 3/11/2013 2:41PM Text Document 123 KB
| cottonnegatif2. txt 3/4/2013 8:57 AM Text Document 3KB
. | MDXWTposALL.txt 2/12/2013 3:11PM Text Document 943 KB
(@4 Computer - Shortcut 2/6/2013 9:58 AM Shortcut 1KB
| mcrcompspectra. txt 1/30/2013 11:40 AM Text Document 2,050 KB
| mcrcompimg. txt 1/30/2013 11:40 AM Text Document 2,050 KB
| mcrcomps. txt 1/30/2013 11:34 AM Text Document 2,050 KB
| testimage. txt 1/15/2013 9:20 AM Text Document 1,418 KB Ll
File name: myfiguredata Give the file and name and press 'Save'. Save L}g
Save as type: b (*bd) ZI Cancel
20_20G N24°
EXT Plot ‘ Export Plot Data PR - T—)
49-495.0089
51-51.0244
Close Panel 57-56.9807 0
59-53 9966 2 3 4 5 6 7
62-61.9895 samplenumber
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4 ] myfiguredata.txt - Notepad - 0| x|
l‘ File Edit Format View Help k ATLAB
— 12 P || ee—
06104 & 0.0076093 [
06105 & 0.0077738
06106 6 0.0061368
06104 6 0.0076093
06105 6 0.0077738 Arra
06106 a8 0.0061368
08104 8 0.011616
08105 8 0.011473
08106 8 0.011744
08104 8 0.011616 br
08105 8 0.011473 :
08106 8 0.011744 d
10104 10 0.014042 .
10105 10 0.013412
10106 10 0.013636 b
10104 10 0.014042 :
10105 10 0.013412 o
10106 10 0.013636 .
12104 12 0.017788 i
12105 12 0.017434 b
12106 12 0.017386
12104 12 0.017788
12105 12 0.017434
12106 12 0.017386 NS o
14104 14 0.016843 it Excel Wor..
14105 14 0.016894
14106 14 0.015656 fument
14104 14 0.016843 N—
14105 14 0.016894 _ o '
14106 14 0.015656 The data is saved to a tab delimited text v PG File
e 3 S Saane file and can be opened and plotted using
16106 16 0.019556 any software you would like to use.
16104 16 0.020973
igig g ig 8- 8%8?‘-5’2 The first column contains the filenames, the
18104 18 0.021875 second column contains the samplenames, t Access Ta..
18105 18 0.021993 and the third column contains the data for b Erccel Wor
18106 18 0.020764 e xcel Wor..
18104 18 0.021875 :  Exccel Wor..
18105 18 0.021993
18106 18 0.020764 Kl T— ) t Access Ta..
t Access Ta..
t Access Ta..
t Access Ta..
v AVI File
t Access Ta..
t Access Ta..
t Access Ta..
j rument
il 12
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Shortcuts (2] How to Add (2] '

Workspace
AT ELIE
MName /.

H data

@ exactmass
Lbd filenames

HH newdata

abd newdiles

hbd newsamples
hbd nommass

lbd samplenames
H totalcounts

Kl

Current Directory | workspace |

Command History

- 1oad datafortut
rexactmass

Name of Data Matrix

Idata Ll

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

Name of Filename Matrix

LI |ﬁ|enames

[

Name of Totalcounts Matrix

Itotalcounts

[

Name of Samplenames Matrix

Isamplenames

[

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.

YD)




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

