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File DataPre-Processing MVA Data Display

Name of Data Matrix

Select Data LI

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.

3

Press the 'Next' button below to start this tutorial.
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI |exactmass j Iﬁlenames LI Itotalcounts LI Isamplenames j

This tutorial will show how to use the Ratio
Maker Panel of the Spectragui.

This panel alllows the user to create ratios
of the form A/(A+B) or A/B for any
combination of peaks. %

This tutornial assumes you have already
loaded data and created samplenames.




<) spectragui

File DataPre-Processing MY4 | Data Display

Name of Data Matri

Plot Raw Data
Make Multiple Raw Data Figures

CalculatePlot Peak Ratios k
Plot Scores with Confidence Liriit t

to seleq

Plot Loadings
Label Loadings Plot

=10l x|

data

LI Iexactmass

To start, choose:
'Data Display' - = 'Calculate/Plot
Peak Ratios'

specify otherwise.
in your analysis.

unts Matrix Name of Samplenames Matrix
v I lsamplenames j
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Name of Data Matrix

These are the main l%put 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.

data

Name of Variable Matrix

Data Selection Panel

Name of Filename Matrix

[

Iexactmass

Name of Totalcounts Matrix

Name of Samplenames Matrix

Load Selected Data

Loaded Data: None
Loaded Samplenames: None
Loaded Variables: None

Select Ratio Type

El

Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key

"A" Peaks "B" Peaks

rChoose Ratio Type

=

L2

Calculate Ratio Export Ratio Data

j Iﬁlenames j Itotalcoun’s j Isamplenames j
Select Plot Type
|choose Plot Style =
This is the Ratio Maker Panel.

—
D9t
D8}
07} = ="
DB}
05}
0.4}

Al

D3}
02}
01F

D 1 1 1 1 ]

0 0.2 0.4 06 08 1

Plot Ratio EXT Plot
= .
Save Plot to Eile Close Panel
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI Iexactmass j Iﬁlenames j totalcounts j Isamplenames j

Load Selected Data < :— After selecting the data you want to Select Plot Type
}g use from the drop down menus in

the Data Selection Panel, press piet sty [~
Loaded Data: None the 'Load Selected Data’ button to
Lerdlad Sam e None load the data into the panel.
Loaded Variables:
None ,F - ‘? y,
Select Ratio Type 08}
rChoose Ratio Type j 0.7+t
. 06
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks n
[— [—
03
02t
0.1+
D 1 1 1 1 J
0 0.2 0.4 0.6 0.8 1
Plot Ratio EXI Plot
[~ [/ .
Save Plot to File Close Panel

Calculate Ratio Export Ratio Data
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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

data

[

Name of Variable Matrix

Iexactmass

[

Name of Filename Matrix Name of Totalcounts Matrix

Iﬁlenames Ll |tota|coums j

Name of Samplenames Matrix

Isamplenames

[

Load Selected Data

Calculate Ratio

Select Plot Type

Export Ratio Data

Choose Plot Stye R
Loaded Data: data I =
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09
Select Ratio Type 08T
IChoose Ratio Type N <: Now choose the type of ratio you would
Choose Ratio Type like to use from the 'Select Ratio Type'
ClA /(A +B) drop down menu.
Multii A / B e i
: You can choose either:
"A'" Peaks "B" Peaks A/(A+B) or A/B
1 5] 5 = Where A and B are the peaks Or Sums of
13 13 peaks selected in the selection boxes
i b below.
17 17
24 24
25 - 25 -
32 32 ?
33 33 \ / '?\
35 35 - - D | - 1 . 1 1 1 ]
36 36
me e 0 0.2 0.4 06 0.8 1
38 38
39 39
46 46
49 439
51 51
a7 57 Plot Ratio EXT Plot
59 59
62 62
a0 a0
96 ~| 96 ~|
Save Plot to File Close Panel
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI |exactmass j Iﬁlenames LI Itotalcounts j Isamplenames j

Load Selected Data

Select Plot Type

Choose Plot Stye o
Loaded Data: data | =
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09t
Select Ratio Type 08}
Choose Ratio Type j 4 :: Here we will choose to use an
Choose Ratio Type Al(A+B) ratio.
C
Multiao /B ey
"A" Peaks "B" Peaks
12 A 12 ~ (T\ ‘?
13 _‘ 13 _‘ i - J
14 14 o
16 16
17 17 i
24 24 0.2
25 b 25 e
32 32 01
33 33
35 35 D 1 1 1 1 J
36 36
37 37 0 0.2 0.4 0.6 0.8 1
38 38
39 39
46 46
49 43
51 51
57 57 Plot Ratio EXT Plot
59 59
62 |62
a0 80
95 ~| 96 hd
Save Plot to File Close Panel

Calculate Ratio Export Ratio Data
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI |exactmass j Iﬁlenames LI Itotalcounts j Isamplenames j
Load Selected Data Select Plot Type
Choose Plot Style =
Loaded Data: data |
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09+
Select Ratio Type 08¢
(a7 A+B) -] 07}
- 06
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05k
"A" Peaks "B" Peaks
394 ] 12 041
399 13 _‘
14 03F
16
17 i
g 0.2
25 e
32 0.1F
33
35
3 D 1 1 1 1 J
2] 0.2 0.4 0.6 0.8 1
< Next select the peaks you want to
o] use for "A” peaks in the ratio.
49
gj You can select multiple peaks by »
|6
8 . .
655 ~ 9& &= (— )
e - - Save Plot to File Close Panel
Calculate Ratio | Export Ratio Data
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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

Name of Filename Matrix Name of Totalcounts Matrix

Name of Samplenames Matrix

data LI |exactmass j Iﬁlenames LI Itotalcounts j Isamplenames j
Load Selected Data Select Plot Type
Choose Plot Stye d
Loaded Data: data I
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09
Select Ratio Type 08¢
(a7 A+B) -] 07}
. 06F
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks
0.4F
394 Al 193 -
399
496 hzm ” Next select the pez_ak(s) you want to
427 221 \]/‘: use for "B" peaks in the ratio.
431 229
455 229
458 249 Here we have selected peaks that
33? 321? are characteristic of a
490 577 dodecanethiol monolayer (C12) for
511 285 "A" and the main gold peak for ' ' :
oa e s 0.6 0.8 1
B
543 305 '
567 315
591 333
595 343 A
599 358 =) =
623 371 — E EXT Plot
623 394
651 399
655 426
655 ~| 427 ~|
Save Plot to File Close Panel
Calculate Ratio Export Ratio Data
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Name of Data Matrix

Name of Variable Matrix

Data Selection Panel

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

data LI Iexactmass j Iﬁlenames Itotalcoums j Isamplenames j
Load Selected Data Select Plot Type
Choose Plot Style d
Loaded Data: data I
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09+
Select Ratio Type 08¢
(a7 A+B) -] 07}
. 06
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks o
394 - 193 - '
399 :I 197 :I
426 201 0.3}
427 221
431 229 i
455 229 0.2
458 249
4383 257 01
487 261
490 277 0 . , , , ,
511 285
=39 593 0 0.2 0.4 0.6 0.8 1
543 305
S67 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 ~| 427 =
: i Save Plot to Fil
g After selecting the desired peaks, vE I e Sl
Calculate Ratio Sori|] Press the 'Calculate Ratio’ button.
N
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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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI Iexactmass j Iﬁlenames LI Itotalcounts j Isamplenames j
Load Selected Data Select Plot Type
Choose Plot Style
Loaded Data: In order to view the data, first select
Loaded Samplenames: sai :(he Lt Llnl ‘fou R
Select Plot Type' drop down menu.
. Ayerage + Stdev
Loaded Variables: ex fuerage + Stdev Colored
Select Ratio Ty ("= ="
A7 (A +B) -] 07}
- 06
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks o
394 = 193 - '
399 :I 197 :I
426 201 0.3}
427 221
431 229 i
435 229 0.2
453 249
483 257 0.1F
487 261
490 277 0 . . . . .
511 285
539 593 0.2 0.4 0.6 0.8 1
543 305
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 ~| 427 ~|
Save Plot to File Close Panel
Calculate Ratio Export Ratio Data
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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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data j Iexactmass j Iﬁlenames j Itotalcounts j Isamplenames j
Load Selected Data Select Plot Type
Choose Plct Style ~|
Loaded Data: data Choose Plot Style
Scatter
Loaded Samplenames: _samnlenames Bar
s Std
Loaded Variables: Here we select to show the ‘L: T
average and standard deviation PT
using colored bars.
Select Rati d
(a7 A+B) Pl
Choose peaks forure-raws: [
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks o
394 = 193 - '
399 :I 197 :I
426 201 0.3}
427 221
431 229 !
455 229 0.2
458 249
483 257 0.1F
487 261
490 277 0 . . . .
511 285
539 593 0 0.2 0.4 0.6 0.8
543 305
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 ~| 427 ~|
Save Plot to File Close Panel
Calculate Ratio Export Ratio Data
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data LI |exactmass j Iﬁlenames LI Itotalcounts j Isamplenames j
Load Selected Data Select Plot Type
I.fwerage + Stdev Colored LI
Loaded Data: data
Loaded Samplenames: samplenames 1-
Loaded Variables: exactmass
09+
Select Ratio Type 08¢
(a7 A+B) -] 07}
) 06
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 05t
"A" Peaks "B" Peaks o
394 - 193 - '
399 :I 197 :I
426 201 031
427 221
431 229 i
455 229 0.2
458 249
483 257 0.1F
487 261
490 277 0 , , , , ;
511 285
=39 593 0 0.2 0.4 0.6 0.8 1
543 305
567 315
591 333
595
599 ' - -
Press the 'Plot Ratio’ button to view :: >
623 EXT Plot
623 the data. ‘ Fiat Rati} °
651
655
655 ~|
Save Plot to File Close Panel
Calculate Ratio E '-=\ ﬂ!‘?}
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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.

Calculate Ratio

Export Ratio Data

Name of Data Matrix Name of Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data j Iexactmass LI Iﬁlenames Itotalcounts j |samp|enames LI
Load Selected Data Select Plot Type
I.ﬂuerage + Stdev Colored Ll
Loaded Data: data
Loaded Samplenames: samplenames 0.45 12
Loaded Variables: exactmass
0.4
Select Ratio Type 035+
/ {A +R) -1
A — ozl
The data is displayed here. :>
Ch 025}
Multi-
nAu Pe 02+
394 015
399 - . 151t
427 : e - -
431 229 0.1
455 229
458 249
433 257 0.05F
487 261
490 577 . B g 10 14 16 18
511 285 ‘ ' :
539 293 2 3 5 6 2
543 305 samplenumber
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Rlot
623 394
651 399
655 426
655 ~| 427 ~|
Save Plot to File 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data j Iexactmass LI Iﬁlenames LI Itotalcounts j |samp|enames LI
Load Selected Data Select Plot Type
I.ﬂuerage + Stdev Colored LI
Loaded Data: data
Loaded Samplenames:  samplenames 0.45 12
Loaded Variables: exactmass
0.4+
Select Ratio Type 035+
A/(A+B v
A/ (& +B) [ a3l
Choose peaks for the ratio. 0.25 |
Multi-select with ‘ctrl’ or 'shft’ key
"A" Peaks "B" Peaks 0.2t
394 - 193 >~
399 El 197 B 015 ¢
426 201
427 221
431 229 0.1}
455 229
453 249
483 257 0.05 ¢
487 261
490 277 o b g 10 14 16 18
511 285 : ' :
o 293 1 2 3 5 B 7
543 305 samplenumber
567 315
591 333
595 343
539 358 _
623 371 You can create a plot in a separate EXT Plot
ggf ggg window using the 'Ext Plot' button.
655 426
655 ~| 427 ~|
Close Panel
Calculate Ratio Export Ratio Data =\ :\
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File DataPre-Processing MVA  Data Display File Edit View Insert Tools Deskiop Window Help ™
DEESE K RAM® €| 08 8 E
Data !
These are the main input data that will 0.45 . . 12 : : :
Use the drop down menus to select the
Name of Data Matrix Name of VYariable Matrix Name 0.4r
data j Iexactmass LI Iﬁlen: 035 |
03F
Load Selected Data
nl ']5‘_

Loaded Data:
Loaded Samplenames:

Loaded Variables:

sal

ex

Select Ratio T}l

This creates the same plot in an
external matlab figure which you
can edit and save as desired.

Calculate Ratio

Export Ratio Data

A/ (A +B) -
I J i a8 10 14 16 18
Choose peaks for the ratio. 2 3 5 b 7
Multi-select with "ctrl’ or 'shft' key samplenumber

"A" Peaks "B" Peaks 0.2¢
394 = 193 >~
399 =l 197 =l 015+
426 201
427 221
431 229 0.1
455 229
458 249
483 257 0.05 ¢
487 261
490 277 " 5 10 14 16 18
511 285 ' '
539 243 = 3 5 b 7
543 305 samplenumber
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Rlot
623 394
651 399
655 426
655 ~| 427 ~|

Save Plot to File Close Panel
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data j Iexactmass LI Iﬁlenames LI Itotalcounts j |samp|enames LI
Load Selected Data Select Plot Type
I.ﬂuerage + Stdev Colored Ll
Loaded Data: data
Loaded Samplenames: samplenames 0.45 12
Loaded Variables: exactmass
0.4+ .
Select Ratio Type 035} -
A/(A+B v
I ( ) J 03 )
Choose peaks for the ratio. 0.25 i
Multi-select with ‘ctrl’ or 'shft’ key
"A" Peaks "B" Peaks 0.2¢ [
394 - 193 -
399 El 197 B 015 ¢ )
426 201
427 221
431 229 0.1} .
455 229
453 249
483 257 0.05 (
487 261
490 277 o b g 10 14 16 18
511 285 : ' '
539 5a3 1 2 3 5 B 7
543 305 samplenumber
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 x
655 :
655 ~ You can also save the figure using
the "Save Plot to File’ button. Save Plot to File Close Panel
I3
Calculate Ratio ‘ EH
' .“ = > J
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Savepictwreas 21x]
Savein: ||\ work LI = k-
n )frames anel
[ﬂo'-/erlayXYSnapShot.jpg Ir analysis unless you specify otherwise.
My Recent ation you want to use in your analysis.
Documents
m.. ix  Name of Totalcounts Matrix Name of Samplenames Matrix
] Itotalcoums j Isamplenames j
Desktop
. Select Plot Type
My Documents
Iﬂ.uerage + Stdev Colored j
My Computer T T T + T T T
SIETSS  File name: C12taduratio | Save N <: Locate where you want to save the
Places | file, give the file a name and press | 7
Save as type: ipeq (% v Cancel s '
d ipeg [*ipg) [ the 'Save' button.
U3F :
Choose peaks for the ratio. 025t i
Multi-select with ‘ctrl’ or 'shft’ key @
"A" Peaks "B" Peaks .27 I
394 A 193 -
399 J 197 _l 015+ g
426 201
427 221
431 229 0.1F y
455 229
458 249
483 257 0.05} (
487 261
490 577 . B g 14 16 18
511 285 : ' '
539 293 1 < g B 7
543 305 samplenumber
S67 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 ~| 427 ~|
Save Plot to File Close Panel
Calculate Ratio Export Ratio Data
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File DataPre-Processing MY4& Data Display ~
ok _Iofx]
File Edit VYiew Favorites Tools Help ‘ .','
@Back = t’ ‘ ) search |[(* Folders ||;;;|' -
&0 ———— . a =~ atrix
I o I@ C:\Program ik = C12toAuratio.jpg - Irfan¥iew {(Zoom: 595 x 446) - |EI|_| ﬁ o
File Edit Image Options Yiew Help —
Folders | Date Modified ;I

[+

FH FFHEE

0 FHHEMBGERBG

[+ [#

+ F F

@ESCAZGEE &5 X ’ & B33 9 ’) ® Q&= [ lll:zll

X ¥

) FileZilla
) FileZilla F
) GIMP-2.1 045 ™ T T ':12 T T T
) gs
) Hewlett- 0.4
0) HighChe
) HxD
) Image]
) Inkscape
) Installsh 0.3
) Intel
) Internet 0.25
) ION-TOF
) IrfanViey
) Java 0.2
) MATLAB
= 1) R20( 015}
oDt
i 0.1
I ¢
|
D 0.05
D 6 8 10

035

I

I

14 16 18

§/17/2010 3:11 PV
6/29/2011 2:20 PV
6/29/2011 2:15 PV
6/28/2011 11:55 A
6/27/2011 4:59 PI
10/13/2010 11:56
1/4/2010 4:48 PM
4/29/2010 2:21 PV
10/11/2010 1:10 P
§/31/2007 10:49 4
71712011 1:53 PM
7/6/2011 5:08 PM

&&=

The file is saved with the given
name in the chosen directory.

&=

D 0
) 1 2 3
D¢
HDt

samplenumber

L |No file loaded {use File-=Open menu)

t

= 9 work oy SEREA
) frames =] test3.bxt

B Mcsfes =] testve.bxt

() MDL 1515 Draw 2.5 8 :g;::':;;'ittﬁ

0) Messenger = '

= 9 Corr3dviewSnapShot, tif
) Fricyasoft frorkpage @3drotationmovie avi
) Microsoft Office ' T
I[fj Microsoft Silverlight g:\(’;:;);grla:wlo:e.jaw .
) Microsoft Visual Studio YENAYMOvIE. 3Vl

02) Microsoft Visual Studio 8 () c1zt0huratio.jog
[ Micrnsnft Works v L'

T RU

7KB

1S KB

1S KB
1KB

747 KB
380,75...
380,75...
39,280 KB
40 KB

TCAU DU

Text Do...
Text Do...
Text Do...
Text Do...

TIF File
Video Clip
Video Clip
Yideo Clip
JPG File

1/4/2010 4:45 PM
2/28J2011 5:10 PV
11/8/2007 11:45 A
5/8/2011 5:11 PM
3/23/2011 10:55 A
3/23/2011 10:54 A
12f20{2010 11:11
7123/2010 5:02 P¥
10/13/2010 11:56
1/3/2011 5:25 PM
10/11j2010 2:1S P
10/11/2010 3:39 P
10/13/2010 11:57
6/24/2011 12:06 P
6/24/2011 3:56 PV
6/23/2011 10:36 A
6/23/2011 10:34 A

7/13/2011 12:47 P o
| By
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Name

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.

of Data Matrix

Name of Variable Matrix

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

data j Iexactmass LI Iﬁlenames LI Itotalcounts j |samp|enames LI
Load Selected Data Select Plot Type
I.ﬂuerage + Stdevw Colored Ll
Loaded Data: data
Loaded Samplenames:  samplenames 0.45 12
Loaded Variables: exactmass
0.4}
Select Ratio Type 035+
A/A+B M
A/ (A +B) Bl a3l
Choose peaks for the ratio. 025t
Multi-select with ‘ctrl’ or 'shft’ key
"A" Peaks "B" Peaks 0.2r
394 a 193 a
399 :I 197 :I D15+
426 201
427 221
431 229 01F
455 229
458 249
483 257 0.05¢
487 261
490 577 . B i 10 14 16 18
511 285 - Y :
£ 293 1 2 3 5 B 7
5473 305 samplenumber
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 L| 427 L|
Close Panel
< :: You can export the ratio data to an
Calculate Ratio ‘ | Export Ratio Qata ascii text file by pressing the
S 'Export Ratio Data’' button.



Calculate Ratio Export Ratio Data

=10f x|
soeticas 214
Savein: | work Ll = 5 B~
b )frames =] FRE-HYD-old. TXT =] pp1314pos.txt anel
&) =] AcuNegData.txt =] Gel_MegData_25.txt =) pruebag9.txt [r analysis unless you specify otherwise.
My Recent =] AcuPosData.bxt =] Gel_PosData_26.txt =] redpos.txt ation you want to use in your analysis.
SEETUCIEEN (2] AlNeg20110131 . bxt =) iontof.txt =] sa.bxt ) -« . = Mt )
m‘ (2) allpeaksimpos.txt 2] itefiles.bxt 2] test3.bxt ix ame of Totalcounts Matrix Name of Samplenames Matrix
%) AllPas20110131.bxt =) latxt 2] testvé.txt ] [totalcounts -] isamplenames ~|
Desktop =] asbposdata.txt =] negative.txt =] veFortutorial bxt
=] BAS_C60_neg_6.txt =] Negativelnkdata_95.txt  [Z] ysampledata.bxt
=] BAS_C60_pos_6.kxt =] negnewdata.txt
v D. t =] BASControlNEG17.btxt (2] NEGTEST.TXT Select Plot Type
¥ Uocuments o o
l'.;j BASControlPos20,kxt I'.;j newcln.kxt I awerage + Sidev Colored L]
=] bv.bxt =] newlabelsmethane. txt
=) CH3NEY. TXT =] NHS-BARE. TXT
=] controldata.txt =] positive.txt
My Comput . . . . . - —— . .
L =] Fortutorial kxt =] pp1314neq.txt I
YT  File name: C12taduratio ~| Save 1 Choose where to save the file, give
Places - — N the file a name and press the i
Save as type: xt [* bxt) LI 2B 'Save' button.
03 .
Choose peaks for the ratio. 0.25 | i
Multi-select with ‘ctrl’ or 'shft’ key @
"A" Peaks "B" Peaks 0.2¢ 0
394 A 193 A
399 J 197 J 0.15F .
426 201
427 221
431 229 0.1F -
455 229
453 249
483 257 0.05F i
487 261
490 277 o b g 4 16 18
511 285 ; ! '
539 293 1 2 5 b 7
543 305 samplenumber
S67 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426
655 ~| 427 ~|

Save Plot to File Close Panel




=10 x|
File DataPre-Processing MYA Data Display ~
BN ;. 2conrotioc - wordrad ST
m File Edit VYiew Insert Format Help _: ;IQI 5'
w DizlE| SR ol b= % | &
| Pp.oozss
—| 0.00267 atrix
Iﬂ_dt 0.00387 ~| EdGo ]
_ 'I'Fgl| 0.00z59 me Size | Type ~ | Date Modified 4
——| 0.00z67 BAS_C60_neg_6.txt 7KE TextDo... 6/29/2011 2:20 P
0.00387 BAS_C60_pos_6.txt 14KB TextDo... 6/29/2011 2:15 P
0.00310 BASControlNEG17.txt 17KE TextDo... 6/28/2011 11:55 A
g . ggg z; BASControlPos20.txt 39KE TextDo... 6/27/2011 4:59 PN
) by, bxt 1KB TextDo... 10/13/201011:56
g:ggg;g CH3NEY. TXT 313KB TextDo... 1/4/2010 4:45 PM
0.00308 controldata.txt 13KB TextDo... 4/29/20102:21 PNV
0.00258 fortutorial txt 18KB TextDo... 10/11/20101:10P
0.00251 FRE-HYD-old. TXT 14KB TextDo... 8/31/2007 10:49 A
0.00261 Gel_MegData_25.txt 27KB TextDo... 7/7/2011 1:53 PM
0.00258 f:zLEmLIata_ZG.txt 28KEB TextDo... 7/6/20115:08PM
0.00251 : : d2624.log 16KB TextDo... 7/8/20102:21 PM
0.00261 The c_iat_a s saved along with a d2792.log 16KB TextDo... 11/2/2010 4:29 Pl
0.42597 description of what data was used 11KE TextDo... 1/27/2010 1:10 PV
0.44177 inthe ratio. It 3KB TextDo... 8/13/201012:56P
0.42832 8KB TextDo... 10/13/201011:56
0.42537 Ext 10KE TextDo... 8/23/2010 10:24 A
0.44177 Inkdata_95.txt 324KB TextDo... 5/4/2011 10:10 Al
0.00166 = & b oo o
b ext Do,.. :
33311_22 newcln, txt S4KB TextDo... 1/4/20104:45PM
0.00166 newlabelsmethane. txt 2KB TextDo... 2J28/20115:10PM
g NHS-BARE.TXT 7KE TextDo... 11/8/2007 11:45 A
0.00166 I positive, bxt 28KB TextDo... 5/8/20115:11PM
0.00084 pp1314neq.txt 10KB TextDo... 3/23/2011 10:55 A
0.00110 pp1314pos.txt 1SKB TextDo... 3/23/2011 10:54 &
0.00085 pruebad9,txt 1KB TextDo... 12/20/201011:11
0.00084 redpos.txt 17KB TextDo... 7/23/20105:02 PN
0.00110 sa.txt 4KB TextDo... 10/13/201011:56
0.00085 test3.bxt 7KE TextDo... 1/3/20115:25PM
0.00088 testv.bxt 1SKB TextDo... 10/11/20102:15P
0.00100 v6fortutorial kxt 1SKB TextDo... 10/11/20103:39P
0.000s83 ysampledata.txt 1KB TextDo... 10/13/201011:57
0.00088 Corr3dviewSnapShat. tif 747KB TIFFle  6/24/2011 12:06 P
0.00100 3drotationmovie. avi 380,75... VideoClip  6/24/2011 3:56 PV
i' 0008? 5 . RGBOverlayMavie, avi 380,75... VideoClip 6/23/2011 10:36 A
N 5 N N ¥YRGBOverlaymovie.avi 39,280 KB Video Clip  6/23/2011 10:34 A
o C12toAuratio.jpg 40KE JPGFile  7/13/2011 12:47 P
599 C12toAuratio, bxt 1KB TextDo... 7/13/201112:48P7,
B P a K | B

197
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File DataPre-Processing MYA Data Display ~
B [ 1 2toAuratio.txt - WordPad -0 x|
[CF e it Vew Isen Fomat b I Il x|
o DilE| SlR| sl 5sE]o] B | A&
| Pp.oozss
—| 0.00267 atrix
Iﬂ_dt 0.00387 x| e ]
| Fol 0.00z53 me Size | Type -~ Date Modified ;I
——| 0.00z67 BAS_C60_neg_6.txt 7KE TextDo... 6/29/2011 2:20 P
0.00387 BAS_C60_pos_6.txt 14KB TextDo... 6/29/2011 2:15 P
g . gg: ;g BASControlNEG17.bxt 17KB TextDo... 6/28/2011 11:55 A
] . 00308 BASControlPos20.txt 39KE TextDo... 6/27/2011 4:59 PV
0'003 it b, bxt 1KB TextDo... 10/13/201011:56
0'00325 CH3NEY, TXT 313KB TextDo... 1/4/2010 4:48 PM
0.00308 controldata.txt 13KB TextDo... 4/29/20102:21 PNV
0.00258 fortutorial txt 18KB TextDo... 10/11/20101:10P
0.00251 FRE-HYD-old. TXT 14KB TextDo... 8/31/2007 10:49 A
0.00261 Gel_NegData_25.txt 27KB TextDo... 7/7/2011 1:53 PM
0.00258 Gel_PosData_26.txt 28KEB TextDo... 7/6/20115:08PM
0.00251 hs_err_pid2624.log 16 KB TextDo... 7/8/20102:21 PM
0.00261 hs_err_pid2792.log 16KE TextDo... 11/2/2010 4:29 PV
0.42597 iontof bxt 11KE TextDo... 1/27/20101:10 PV
0.44177 it6files. kxt 3KB TextDo... 8/13/201012:56P
0.42832 la.bxt 8KB TextDo... 10/13/201011:56
0.42537 negative.txt 10KE TextDo... 8/23/2010 10:24 A
0.44177 Negativelnkdata_95.txt 324KB TextDo... 5/4/2011 10:10 Al
0.42832 negnewdata,txt 34KB TextDo... 7/27/2010 11:44 A
g'ggigg NEGTEST.TXT 17KE TextDo... 10/11j20104:40P
0 ) 00166 newcln, txt S4KB TextDo... 1/4/20104:45PM
0 ' 00166 newlabelsmethane. txt 2KB TextDo... 2J28/20115:10PM
o ) —— NHS-BARE, TXT 7KB TextDo... 11/8/2007 11:45 A
0.00166 positive, bxt 28KB TextDo... 5/8/20115:11PM
0.00084 pp1314neg.txt 10KE TextDo... 3/23/2011 10:55 A
0.00110 pp1314pos.txt 1SKB TextDo... 3/23/2011 10:54 &
0.00085 pruebad9,txt 1KB TextDo... 12/20/201011:11
0.00084 redpos.txt 17KB TextDo... 7/23/20105:02 PN
0.00110 sa.txt 4KB TextDo... 10/13/201011:56
0.00085 test3.bxt 7KB TextDo... 1/3/20115:25PM
0.00088 testvé,bxt 1SKE TextDo... 10/11/20102:15P
0.00100 v6fortutorial kxt 1SKB TextDo... 10/11/20103:39P
0.00083 ysampledata.txt 1KE TextDo... 10/13/201011:57
0.00088 Corr3dviewSnapShat. tif 747KB TIFFle  6/24/2011 12:06 P
0.00100 380,75... VideoClip  6/24/2011 3:56 PV
o 0008? The file footer shows the type of |san7s.. videoclip /2312011 10:36 A
A . ratio used and which peaks were |zs,2s0ks video Clip  6/23/2011 10:34 A
o chosen for "A" and "B". 40KE JPGFile  7/13/2011 12:47 P
ca0 1KB TextDo... 7/13{201112:48P 7
| B P | Y
- | 197
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix
data j Iexactmass LI Iﬁlenames LI Itotalcounts j |samp|enames LI
Load Selected Data Select Plot Type
I.ﬂuerage + Stdev Colored Ll
Loaded Data: data
Loaded Samplenames: samplenames 08 12
Loaded Variables: exactmass
0.7 .
Select Ratio Type
A 0.6 .
A/B -]
05 .
Choose peaks for the ratio.
Multi-select with ‘ctrl’ or 'shft’ key 04l 1
"A" Peaks "B" Peaks
394 S 193 -~ 03 B m
399 = 197 =l
426 201
427 221 02} )
431 229
455 229
458 249 . .
483 257 L
487 261
490 277 0 b = 10 14 16 18
511 285 : ; ' ' ' :
539 5a3 1 2 3 4 5 B 7
543 305 samplenumber
567 315
591 333
595 343
599 358
623 371 Plot Ratio EXT Plot
623 394
651 399
655 426 {
655 ~| 427 ~|
Press the 'Close’ button to close Close Pa“‘%g
Calculate Ratio Export Ratio Data the panel. ;
 ~, =—  _=— .
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File DataPre-Processing M4 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 Variabhle Matrix Name of Filename Matrix ~ Name of Totalcounts Matrix Name of Samplenames Matrix

Iexactmass j Iﬁlenames LI Itotalcounts j |samp|enames j

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.

? > oo)




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

