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Name of Data Matrix

ndatat j

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

m

Iexactmass j Iﬁlenames j ISeIect Totalcounts...j

Isamplegroups

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 tutorials.

| o

|ag

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

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

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

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

Press the 'Next' button below to start this tutorial.
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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

ndatassp H Iexactmass j Ifilenames

Name of Totalcounts Matrix Name of Samplenames Matrix

ISeIect Totalcounts j

Isamplenames

[

This tutorial covers how to use a function called the
PC Data browser. The function allows the user to
look at pre processed data after subtracting
previous PCs from a data set.

This function was created in order to look at the
data that PCA is using when it calculates PCs
after PC1. As illustrated in the figure on the right,
each subsequent PC is calculated from the data
matrix not captured by the previous PC. This
means it is using the data matrix minus the
previous PC.

It is always recommended that one looks back at
the "original” data when interpreting PCA results.
This can be easily done for PC1, where even
looking back at the non pre processed data will
show ftrends similar to those seen in PCA.
However for subsequent PCs one cannot look at
the original data matrix and expect to see the
trends shown in the PCA results.

In fact, one should really look at the pre processed
data used for a given PC when looking at trends in
the PCA results.

The PC Data browser enables this functionality
and provides a way for the user to look at peak
area images of the pre processed data for a given
PC (pre processed matrix - previous PCs).

In this tutorial | will provide examples of how this
works and why it can be useful.
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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

Iexactmass

LI Iﬁlenames LI ISeIect Totalcounts LI

|samp|enames

[

This tutorial assumes that you have already loaded
some data (see tutorial 02/03/04), ran PCA and
saved the PCA results (see tutorial 07).
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Plot Peak Area Data

Make Multiple Peak Area Figures
Calculate Plot Peak Ratios

Plot Scores with Confidence Limit
Plot Loadings
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Data Selection Panel

data that will be used in further analysis unless you specify otherwise.
s to select the data and information you want to use in your analysis.

Name of Data Matri  -abel Loadings Plot ri N
ndatass PC Data Browser 't - Select 'PC Data Browser from the 'Data
P Display' menu.

htrix Name of Samplenames Matrix

ZI |samp|enames LI
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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.

Name of Variable Matrix Name of Filename Matrix =~ Name of Totalcounts Matrix Name of Samplenames Matrix

Data Selection Panel

Vndatassp j Iexactmass LI Iﬁlenames LI ISeIect Totalcounts ;I Isamplenames LI
MVA Data Selection Panel

Name of Scores Matrix Name of Loadings Matrix ~ Name of % Variance Matrix Name of Model Matrix

] foads 1 o ]

Continue

Choose score/loads/var g

Select the desired data from both the 'Data
Selection Panel', and the 'MVA Data Selection
Panel above.

Cancel ‘
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Name of Data Matrix

Data Selection Panel

Name of Variable Matrix Name of Filename Matrix

Name of Totalcounts Matrix Name of Samplenames 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.

ndatassp j Iexactmass LI Iﬁlenames LI ISeIect Totalcounts LI Isamplenames LI
MVA Data Selection Panel
Name of Scores Matrix Name of Loadings Matrix ~ Name of % Variance Matrix Name of Model Matrix
scores LI |Ioads LI Ivar LI Imodel Ll

Choose score/loads/var above

Continua < ; After selecting the desired data. Press the
T ‘Continue’ button.
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Name of Data Matrix

Data Selection Panel

Indatassp ;l

Iexactmass

j Iﬁlenames j

ISeIect Totalcounts j

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

Isamplenames

[

Image: None
Variable None
Scores: None
Loads: None

: I
| Load Selected Data v'}s <

Data Preprocessing

IChoose an option below

PC #
IChoose one: ;I

Plot Scores and Loads

Peak List

[

El

Select Plot Type

=

Then press the 'Load Selected Data’

Average + Stdev Colored

Plot Peak Area Image

This plot will show the scaled
for the selected peak after
subtracting the PCs selected
above.

button.
08¢}
UOT 06}
04} 04}
02} 02}
0 - - - - ; 0 : - - - ;
0 0.2 0.4 06 0.8 1 0 0.2 0.4 0.6 08 1
U
0.8¢ Save Figure
06+
Make Ext
04t
02+
0 1 1 1 1 ]
0 02 04 06 08 1 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
ndatassp j Iexactmass j Iﬁlenames L] ISeIect Totalcounts j Isamplenames j

Load Selected Data | 1 1¢

Image: ndatassp
08} 08}
| Variable exactmass
Scores: scores

Loads: loads

- At 04}
Data Preprocessing 0

IChoose an option below E]

Choose an option below 0.2} 0.2}
None
Mean Center

Autoscale . 1 1 1 ) )
T ————— Select the pre processing method used on 0 0.2 0.4 06 0.8 1
the data when you carried out PCA.

Plot Scores and Loads

Peak List

285.2647-[M-H]C18 4]

292 885--AuS3

| 333.2482-C18H37S!
371.1106-AuMC10 i _

| 393.9333--Au2 b Save Figure

, 403.0822-AuS2C10t

425.9052--Au2S _J

457 8771--Au2S2 06}

483.2357-AuMC18

489.8492-Au2S3 Make Ext

515.2086-Au[M-H]2( 04

543.2399—Au[ll\/|-H]2(v| 4r
[ 2

o

Select Plot Type

02t
IAverage + Stdev Colored Ll

Plot Peak Area Image

This plot will show the scaled 0 0.2 0.4 06 0.8 1 Close Panel
for the selected peak after
subtracting the PCs selected
above.
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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
ndatassp j Iexactmass j Iﬁlenames L] ISeIect Totalcounts j Isamplenames j

Load Selected Data | 1 1¢

Image: ndatassp
08} 08}
| Variable exactmass
Scores: scores

Loads: loads

- At 04}
Data Preprocessing 0

ISquareroot & mean center ZI

PC #

IChoose one: LI

| 0 1 1 L L .
M <: Choose which PC you want to display the o2 o e e 1
2 ‘ data for.

Peak List We will start with PC1.
285.2647—-[M-H]C18 4] =" o
0

02} 02}

-
o

292 .885--AuS3

; 333.2482--C18H37S(
| 371.1106--AuMC10 8r Save Figure
393.9333--Au2 ;

| 403.0822--AuS2C10t
425.9052--Au2S J

457 8771--Au2S2 06}

483.2357-AuMC18

489.8492-Au2S3 Make Ext

515.2086-Au[M-H]2( 04

543.2399—Au[ll\/|-H]2(v| 4r
[ 2

o

Select Plot Type

02t
IAverage + Stdev Colored Ll

Plot Peak Area Image

This plot will show the scaled 0 0.2 0.4 06 0.8 1 Close Panel
for the selected peak after
subtracting the PCs selected
above.
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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
|
| ndatassp _| Iexactmass J Iﬁlenames _| ISeIect Totalcounts j Isamplenames j
Load Selected Data | 1r 17
Image: ndatassp
08} 0.8}
| Variable exactmass
I Scores: scores 06| 0.6
Loads: loads
- 0.4} 0.4}
Data Preprocessing
ISquareroot & mean center ZI
02} 02}
PC #
1 -
| =] Lo, . . . .
- o s ao. a—o. 1 0 02 0.4 06 0.8 1

Plot Scores and Load < :: Once you have chosen the options you
T}g want, press the 'Plot Scores and Loads'

Peak List button.
285.2647-[M-H]C18 4]

292 885--AuS3 @ "
| 333.2482-C18H37S!

| 371.1106-AuMC10 08l |
393.9333-Au2 Save Figure
, 403.0822--AuS2C 10+
425.9052--Au2S _J

457 8771--Au2S2 06}

483.2357-AuMC18

489.8492-Au2S3 Make Ext

515.2086-Au[M-H]2( 04

543.2399—Au[ll\/|-H]2(v| 4r
[ 2

o

Select Plot Type

02t
IAverage + Stdev Colored Ll

Plot Peak Area Image

This plot will show the scaled 0 0.2 0.4 06 0.8 1 Close Panel
for the selected peak after
subtracting the PCs selected
above.
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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
|
| ndatassp j Iexactmass j Iﬁlenames L] ISeIect Totalcounts j Isamplenames j
Load Selected Data | 0.3 " . . - - . 05 . . 543
Image: ndatassp 2 02} ity £ 04r 567 [
. =) ﬁ@ < 913
| Variable exactmass 2 o1l g 03} 221 [
= - =
Scores: : SRS - 3%bs
| cores: scores 2 ol M % 20 % 3 02} 32 0 -
Loads: loads E N ?g :: = o1} 33f |173 F61 31
g o1 . : | | | |
- £ i ] 30 % a 0 | JII | Ll [ " | | v 1 L
Data Preprocessing S - i § ’ L
ISquareroot & mean center ZI I 0.2 RO 7 90% < -0.1 3394
2 A 95y | 1 15
PC # £ 03} P, £ _ 4383 -
I = 0 100 % LI 679
200 400 600 800 1000
i m
Plot Scores and Loads __| The scores and loadings for the chosen PC are B
displayed.
Pl Here we can see that the peak at m/z 543 has a
285.2647-[M-H]C18 4] high positive loading on PC1.
292 .885--AuS3 —— A
; 333.2482-C18H37S! | — \ )
| 371.1106--AuMC10 08F Save Fiqure
393.9333-Au2 g
| 403.0822--AuS2C10t
425.9052--Au2S
457 8771-Au2S2 J 06+
483.2357-AuMC18
489.8492--Au2S3 Make Ext
515.2086--Au[M-H]2( 04|
543.2399--Au[M-H]2( ~ :
Rl | B
Select Plot Type
02t
IAverage + Stdev Colored Ll
Plot Peak Area Image 0 . . . . .
This plot will show the scaled 0 0.2 0.4 06 0.8 1 Close Panel
for the selected peak after
subtracting the PCs selected
above.
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Name of Data Matrix

Data Selection Panel

Name of Variable Matrix

ndatassp

, [

Iexactmass

[

Name of Filename Matrix

Iﬁlenames

[

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

ISeIect Totalcounts j

Isamplenames

[

Load Selected Data |

Image: ndatassp

| Variable exactmass
Scores: scores

Loads: loads

Data Preprocessing

ISquareroot & mean center

PC #
I =

Plot Scores and Loads

Peak List

333.2482—-C18H37S(4|

371.1106--AuMC10

| 393.9333-Au2

, 403.0822--AuS2C 10l

425 9052--Au2S

, 457 8771-Au2S2
483.2357-AuMC18

489 8492--Au2S3 -J

515_.2086--Au[M-H]2(

543 2399Au[M- N

567.0683-Au2[M-H](

590.8999--Au3 _Ij
v

Kl |
Select Plot Type

=

0.3

-0.2

Principal Component 1 Scores (92%)

-0.4

02}

01}

0+

-0.1¢

03¢

&gﬁ%

o

R

O *

AT 4

0 %

20 %
S0 %
70 %
80 %
85 %
80 %
95 %
98 %

100 %

0

10

30 40 50
samples

60

70

Principal Component 1 Loadings (92%)

0.5

04r¢

03¢}

02t

01}

-0.1

-02¢

-0.3

843

lll .ll |

a

567 ‘
913

|93?

iy

T
——— .
=

67

679

400

600 800 1000
m'z

08¢

06}

IAverage + Stdev Colored

Plot Peak Area Image

This plot will show the scaled
for the selected peak after
subtracting the PCs selected
above.

Let's select the m/z 543 peak.

Save Figure

Make Ext

Close Panel




’ ) spectragui

File DataPre-Processing MVA Data Display

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

ndatassp j Iexactmass j Iﬁlenames L] ISeIect Totalcounts j Isamplenames j
Load Selected Data | 0.3 05 543
Image: ndatassp 2 02} ity £ 04r 567 [
_ ) &@ < 913
Variable exactmass 2 o1l g 03} 221 [
< e £
S ) S O 0% b= 374b3
cores: scores @ ol o < 20% g o2} 2, -
Loads: loads E N ?g :: = o1} 33f |173 F61 31
g 01 - 2 | | | |
- £ i ] 30 % a 0 | JII | Ll [ " | | v 1 L
Data Preprocessing g A 35 o § l L
ISquareroot & mean center ZI I 0.2 RO 7 90% = 01} 3394
2 A 95% | @ 1 15
PC # & 03} <] 98% £ 02 s 67
[1 ~| 100 % . 197 . . 879 .
'0'40 10 20 30 40 50 60 70 o 200 400 600 800 1000
m
Plot Scores and Loads samples :
Peak List
333.2482--C18H37S(~| T
371.1106--AuMC10
393.9333--Au2
403.0822--AuS2C10t 08¢t .
425.9052-Au2S Sasz Flyurs
457 8771-Au2S2
483.2357-AuMC18
489.8492--Au2S3 06+
515.2086--Au[M-H]2(
543.2399--Au[M-H]2( Make Ext
567.0683--Au2[M-H](
590.8999-Au3 v 0.4¢
R | B
Select Plot Type 02l
Average + Stdev Colored .
Choose Plot Style
Scatter Choose the type of peak area plot you want : ,
to use. Here we choose 'Average + Stdev | 0.8 1
Bar L
Colored' Close Panel
Average + Stdev
Average + Stdev Colored 4 p
| = —
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File DataPre-Processing MVA Data Display

for the selected peak after
subtracting the PCs selected
above.

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
ndatassp j Iexactmass j Iﬁlenames L] ISeIect Totalcounts j Isamplenames j
Load Selected Data | 0.3 05 543
Image: ndatassp 2 02} ity £ 04r 567 [
. =) a&’% < 913
Variable exactmass 2 o1l g 03} 221 [
= - =
Scores: : o %l B 7%4b3
cores: scores @ ol T < 20% § 02} 2 : 3;
Loads: loads 5 v | oEo0af 33r |173 fm i
g o1 . : | | | |
- = i (] 80% o OIIIII [l [ 1, ] 1 .
Data Preprocessing S - i § ’ L
ISquareroot & mean center ZI I 0.2 (1D 7 90% SRR 3394
2 A 95% | @ 1 15
PC # & 03} <] 98% £ 02 s 67
[1 ~| 0 . . . . 100 % e 197 . . 679 .
0 10 20 30 40 50 60 70 0 200 400 600 800 1000
m
Plot Scores and Loads samples :
Peak List
333.2482--C18H37S(~| T
371.1106--AuMC10
393.9333-Au2
403.0822--AuS2C10t 08¢ :
425.9052--Au2S Save Figure
457 8771-Au2S2
483.2357-AuMC18
489.8492--Au2S3 06+
515.2086--Au[M-H]2(
543.2399--Au[M-H]2( Make Ext
567.0683--Au2[M-H](
590.8999-Au3 v 0.4¢
Kl | B
Select Plot Type
02t
IAverage + Stdev Colored Ll
Plot Peak Area Image: < :: H}ﬁn press the 'Plot Peak Area Data’ | | |
d on.
This plot will show the scai'k\d 06 0.8 1 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
|
| ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.3 05 . . 543
— - 1 Y
Image: ndatass 2 027 373]1 R 567 '
nag P 3 ol ) 913
| Variable exactmass ® 04 & 03r 221 [
= - =
Scores: : SRS - 3%bs
| cores: scores @ ol o < 20% g o2} 2 :
Loads: loads = 50 % - 37
a “YIf o
. E i O 80 % a 0 | JII | Ll [ | | | T | L
Data Preprocessing S - Gee § ’ L
ISquareroot & mean center ZI -g 0.2 101 YV 90 % w 01} 3 94
PC # £ & ss% | 8 1 433"
a3 < 98% £ 021 67
[1 ~| 0 . . . . 100 % e 197 . . 679 .
0 10 20 30 40 50 60 70 0 200 400 600 800 1000
m/
Plot Scores and Loads samples :
Here we see the pre processed peak area il ) 15 ' m/z' - 5""3'2:'399 R
data for the m/z 543 peak. It looks very ’ o S
| similar to the PC1 scores image as we = ‘i
| would expect since this peak has a high T
| positive loading on this PC and therefore 0.1 [%' Save Figure
we would expect it to have a higher relative 2
' intensity in areas with positive scores on g
PCA1. o 0.05f .
e
. _ £
&= . el E Make Ext
590.8999-Au3 _Ij ©
Kl | » 7]
o
Select Plot Type |
IAverage + Stdev Colored LI =
D
Plot Peak Area Image ‘ _T_ . . . . . . .
This plot will show the scaled 3 4 5 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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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
|
| ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.3 05 . . 543
-~ - 1 Y
Image: ndatassp 2 02 373]1 i 567 '
. 8 gl = 913
| Variable exactmass 2 o1l & 03r 221 [
Scores: 3 o o% | 8 3%bs
| cores: scores @ ol o B fg :/6 § 02} 2, 3_;
Loads: loads E N ;0 o: £ 01} 33r |173 fm .
g 01 g | | I |
. E i [] 30 % a 0 | JII | Ll [ | | | T | L
Data Preprocessing S - i E ’ L
= 02 5o 9
ISquareroot & mean center ZI 4 01 7 9% s -0.1F 3394
PC # E o s | g 1 483
@ 03 < 98% g 02r 67
I = == s 197 679
‘13"°°5° DR Now lets look at PC2 by selecting it from |70 0 200 400 600 800 1000
<\|: the drop down menu. Iz
Peak List 99
333.2482-C18H37S(| > . Y, g
371.1106-AuMC10 >
; 393.9333-Au2 o [H
| 403.0822--AuS2C10t 0.1 - -
425.9052-Au2S ToUER AN
, 457 8T71-Au2S2 =
483.2357-AuMC18 2
489.8492--Au2S3 Qo 0.05¢ -
515.2086--Au[M-H]2( =
543.2399--Au[M-H]2( ® Make Ext
567.0683--Au2[M-H]( =
590.8999--Au3 _Ij g 0
Kl | » 7]
Select Plot T -
elect Plot
ype 0.05} -
IAverage + Stdev Colored LI =
@
Plot Peak Area Image 0.1 _T_ . . . . . . .
This plot will show the scaled 3 4 5 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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File DataPre-Processing MVA Data Display

Name of Data Matrix

Data Selection Panel

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

ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 03 05 543
-~ - 1 Y
Image: ndatassp 2 02 373]1 i 567 '
. 8 gl = 913
Variable exactmass 2 o1l & 03r 221 [
Scores: g o 0% | 3 33
Lcor::s'.. |sco(:es a | T " 22 o: § 0.2} 2 3;
oads: oads £ S0° | B3 /
§ ol PR —— E 0.1 r |173 r61 |9
= : a0 0 s0% | 8 ol y bl e Ll
ata Preprocessing S z |
O - 85 % S l L
ISquareroot & mean center ZI -g 0.2 (104 YV 90 % w 01} 3 94
PC # E o s | g 1 483
a3 < 98% £ 021 67
[2 ~| s 100 % e 197 . . 679 .
70 0 200 400 600 800 1000
Plot Scores and Loads. < lt And pressing the 'Plot Scores and Loads' mz
N button.
Peak List 399
2
333.2482-C18H37S( 4| T g
371.1106-AuMC10 - &= .
393.9333-Au2 o [
403.0822--AuS2C10t 0.1 - -
425.9052-Au2S ToUER AN
457 8771-Au2S2 =
483.2357-AuMC18 2
489.8492--Au2S3 Qo 0.05¢ .
515.2086--Au[M-H]2( =
543.2399--Au[M-H]2( ) Make Ext
567.0683--Au2[M-H]( =
590.8999--Au3 _Ij g 0
Kl | » 7]
Select Plot T -
elect Plot
ype 0.05} -
IAverage + Stdev Colored LI =
@
Plot Peak Area Image 0.1 _T_ . . . . . . .
This plot will show the scaled 3 4 5 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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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
|
| ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 . . . . . . 0.2 : : , , 913
43
006 | ~ - -
Image: ndatassp 2 e 2 0116 I
. — 004} {1 = N I — NS -
| Variable exactmass 2 o g 1 P T L ‘ L}
: g 3
Scores: scores g 00y L M| ¢ 2 %O T f 4 67
I ~ ol Ll %4 50.% glp | of
Loads: loads E B ,ﬁ‘ +  TE% 679
5 -0.02} (T, 0 se%-0p}
. = a 80
Data Preprocessing o% . 8E% o, | 221
ISquareroot & mean center ZI 98 ' v . a3
£ .06 o & 2 9%%-0/5 |
PC # £ Rz 4 ofw |
-0.08 7 180 o | -
2 = ! 0.7 . . _ 655
0 20 3 2 S0 e 70 o 200 400 600 800 1000
m/
Plot Scores and Loads samples :
l
Peak List
The PC2 scores show a different pattern than o
333.2482-C18H37S(4] PC1. The m/z 543 peak shows a positive loading 5
371 110e-AuMcTo on PC2, but it no longer has the highest loadin b 3
| 393.9333-Au2 ) g g g9 } @
| 403.0822--AuS2C10t - S Fi
425 9052-Au2S ave rigure
457 8771-Au2S2
| [ = \
483.2357-AuMC18 ———/
489.8492--Au2S3 o UUS .
515.2086--Au[M-H]2( =
543.2399--Au[M-H]2( ® Make Ext
567.0683--Au2[M-H]( =
590.8999-Au3 _Ij g 0
Kl | » 7]
o
Select Plot Type 0.05| |
IAverage + Stdev Colored LI . =
D
Plot Peak Area Image 0.1 _T_ . . . . . . .
This plot will show the scaled 3 4 5 6 7 8 9 10 T [
for the selected peak after samplenumber
subtracting the PCs selected
above.
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File DataPre-Processing MVA Data Display

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

ndatassp j Iexactmass Ll |ﬁ|enames LI ISelect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 0.2 . 913
43
0.06} ~ = .
Image: ndatassp g e R 01116 l
. — 004} {1 = N : — - N -~
Variable exactmass g o 0B 0# T ™ L | La
| S ol 3
Scores: scores § 0.02 ﬁwﬁ " M <] o ! 4 67 67
e D " <K S&% _gfo |
oads: loads E ‘& *  TE% 679
5 -0.02} Eiiiie) ! .
Data Preprocessing § | 852%_0 Al 21 .
ISquareroot & mean center ZI E_ 0.06 z& Z z%:: ol
o -ulor -Ular
PC # £ iy 4 ofw%
-0.08} = 15 %0'6 :
2 = 655
0.1 ' - - - - - | 07 - - - -
0 10 20 30 40 S0 60 70 0 200 400 600 800 1000
m/
Plot Scores and Loads SNHES £
Peak List m/z = 543 2399 -
333.2482—-C18H37S(4] 0.15 — ¢
371.1106--AuMC10 "g; =
393.9333--Au2 & [
403.0822-AuS2C10t 0.1 - :
425.9052-Au2S Save Figure
457 8771-Au2S2 =
483.2357-AuMC18 2
489.8492--Au2S3 Qo 0.05¢ .
515.2086--Au[M-H]2( j=
543.2399--Au[M-H]2( ) Make Ext
567.0683-Au2[M-H]( >
590.8999--Au3 _Iﬂ g 0
R | B o
Select Plot Type 0.05| .
IAverage + Stdev Colored Ll .
Plot Peak Area |mage§ Let's select the m/z 543 peak and press |, , , |
o e the 'Plot Peak Area Image' buttontolookat |7 8 9 10 Close Panel
for the selected peak after the original pre processed peak area data ber
subtracting the PCs selected for PC2 for that peak.
above. ,ﬁ |:=:\
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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
|
| ndatassp j Iexactmass Ll |ﬁ|enames LI ISelect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 . : : . . . 0.2 . ' . ' 913
43
006} ~ s -
Image: ndatassp g e Z o116 I
. — 0.04; 1 & Iy T 1 =TT — *
| Variable exactmass g ° o 0B 0# T
5 o002} ®eu-0[1 7 3
Scores: scores & B 4| * 2% 4 67
| o™ ot = _1}] Sg:‘%-o 2| 67
Loads: loads E | ‘& : * 7% 679
§ -0.02} (ErH, 0 eg% R b
. Q
Data Preprocessing § | - gg::_o Al 21 .
ISquareroot & mean center ZI _% ol o [& A 9§-%-O c|
PC # £ v 4 ofw
0.8 v 160 B |
LoalLN_ : - - - - | 0.7 - - e
Here we see the pre processed peak area >1o 20 30 40 S50 60 70 0 200 400 600 800 1000
data for the m/z 543 peak after subtracting samples m'z
PC1 from the data set. The general pattern
Is similar to that seen in the PC2 scores, o
and it is very different from that seen before 0.015 —2 miz = 543.2399
subtracting PC1 from the data set. . S Bg
QO
| This plot makes more sense than the plot 0.01} 7 i 1
l from the pre processed data before 2 =2 = Save Figure
subtracting PC1 for understanding what is p 2 0 ]
| happening in PC2. Before subtracting | 0.005} | -
PC1 the m/z 543 peak area data showed | g J
an increase with iIncreasing sample ~
number. For PC2 the data shows a 0 Make Ext
decrease and then an increase exactly like [§
[ ninth r lot. 2
s seen in the scores plot .0.005! 8 ]
7
1
-0.01t .
[“\ —‘/ I:\' / 0 015 1 1 1 1 1 1 1 1 1 1
This plot will show the scaled 1.2 3 4 5 6 7 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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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
|
| ndatassp j Iexactmass Ll |ﬁ|enames LI ISelect Totalcounts j Isamplenames Ll
Load Selected Data | 0.3 " . . - - . 05 . . 843
Image: ndatassp 2 02} Kt £ 04f 567 [
. =) &@ < 913
| Variable exactmass 2 04} _ § 0.3 221 -
(=] 0 o 37
Scores: scores o Q0% 3 . ih3 _
| 2 ol TR %  20% § 02 324, 37
Loads: loads E’ 50 % = o1 13 |173 61 f
S 01} - * T70% =
Data PrepfoceSSing g » [JH:UJ ] 80 % g. 0 ’I lll |l Ll | | | | I | | 1 | 1 L
| Squareroot & mean center ~| - 02 by 7 §§ oz % 0.1} LJS3£94
o 2 g 1 15
E 5l A 95% | E _ 483
L'{ 4 ew | € 02 67
Here | have gone back and plotted another > o0 = 197 679
‘ ' - - - 0.3 - - : -
peak for PC1._ In this case | c_hose the l_nlz — Vo 10 20 30 20 S5 &5 70 0 200 400 600 800 1000
679 peak which shows a high negative samples m'z
loading. [%
As expected the data for the m/z 679 peak e o Mz= 679196
shows an inverse trend as seen in the PC1 006 (=
- i - . o e o
| scores (since it has a negative loading). N 1T ™~ ® &
| 0.04} I o :
i I
' | | > 0.02| - %‘ . Save Figure
| 'ﬁ IL‘?/ -g
655.364 3--Au[M-H]2( Qo 0
679.196—-Au2[M-H]CJ C
686.8168--unknown o 0.02; . Make Ext
718.789--unknown =
767.498--Au[M-H]2C » § 004} -
Kl | B o
Select Plot Type -0.06 | =2 ’
o
Average + Stdev Colored v =
I —I ‘0.08 i L — 7
Plot Peak Area Image ‘ 0.1 . . . . . . . . . .
This plot will show the scaled 12 3 45 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.




) spectragui

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
ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 0.2 ; 913
43
Image: ndatassp g 0.08 %) 2 0.1t16 |
: o 004} 1= i, l _ . N
Variable exactmass g ° S P T ‘
5 o02f @ &%, 3
- 5] . 4 - o 7 4
Scores: scores 3 gt ] 4 x B 67 67
o v < 0
Loads: loads = 0 & S0sar 679
: G pry * B%
s -0.02} ki sy 0 @ 03 50
Data Preprocessing § | & % 4 21 Lo,
ISquareroot & mean center ZI g_ 006! o [& Z g Z:J.ﬁ i
[ Vadl ) - — % <] =~
0.0 o T Bhgr
Here | plotted the m/z 679 pre-processed > _ 10 6’ . . 655
peak area data for PC2. On PC2 this [ 19 2 30 w0 s e 70 0 200 400 600 800 1000
peak also shows a negative loading. samples m'z
The m/z 679 peak shows an inverse trend
as seen in the PC2 scores (since it has a miz= 679.196
negative loading). The trend makes sense 0.03 —
based off the PC2 scores. =
s B
0.02 i Save Figure
- —_ & =
N\ J . J g " &
655 364 3—Au[M-HJ2( o 001f 2 | ]
679.196—Au2[M-H]CJ =
686.8168--unknown o 1 Make Ext
718.789--unknown =
767.498-Au[M-H]2C g 0
Kl | » 7]
Select Plot T -
elect Plot
L 0.01} = ]
IAverage + Stdev Colored LI S
Plot Peak Area Image
g _0.02 1 1 1 1 1 1 1 1 1 .
This plot will show the scaled 12 3 45 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.




) spectragui

File DataPre-Processing MVA Data Display

Name of Data Matrix

Data Selection Panel

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

ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 0.2 . 913
43
006 | ~ = L
Image: ndatassp g e 2 0.1}116 |
. — 004} 1 iy I — - N
Variable exactmass 2 5 2 : P T L ‘
S - g 002 4 ‘3}} %3'0'1 [ 7 34
Loads: loads = O s 02 679
2 T Pry * B%
s -0.02} HTHH 0 @ 03 50
Data Preprocessing § | & % 4 21 .
ISquareroot & mean center ZI E_ ! %v z& Z g Z:J.ﬁ
1 C
PC# £ 08l o 108 %4t
[2 =l _ 10 (’)’ . , 655
-0'10 10 20 30 40 50 60 70 o 200 400 600 800 1000
m
Plot Scores and Loads Saispios £
Peak List m/z= 679.196
489.8492-Au2S3 4| 0.03 T
515.2086--Au[M-H]2( £
543.2399--Au[M-H]2( L
ggg-ggggzﬁzg[mH]t 0.02; Any of the generated peak area images > Save Figure
622 869—-Au3S oy can be saved by using the 'Save Figure’ N
654 8471-Au3S202| o 0.01 button.
655.364 3--Au[M-H]2( o 0.01f ,. (A
679-196—Au2[M-H]CJ ‘_E | 4 - J
686.8168--unknown o T Make Ext
718.789--unknown = .._+
767.498-Au[M-H]2C g 0
Kl | B o)
Select Plot T -
elect Plot
i 0.01} 2 :
IAverage + Stdev Colored LI =
Plot Peak Area Image
g _0.02 1 1 1 1 1 1 1 1 o
This plot will show the scaled 12 3 45 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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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
|
| ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 . . . . . . 0.2 : : , , 913
43
006 | ~ i = !
Image: ndatassp 2 e 2 16 I
. — 004} {1 5 N : — N §
| Variable exactmass o S P T
5 o002} - ! 7 3
| Scores: scores e +*t o ity 1 @ % 4 67 67
o™ 0,
Loads: loads £ L 4 S0sar 679
: G pry * B%
g -0.02¢ ki sy 03
. - 0 @% 80
Data Preprocessing S 004} & o 4 221 233
ISquareroot & mean center ZI g_ 006! [& Z g Z:J.ﬁ
PC # £ g | &
& 008} o S B4l
2 ~] _ 10 6’ . , 655
0 20 30 2 s0 e 70 o 200 400 600 800 1000
m
Plot Scores and Loads samples :
Peak List m/z= 679.196
489.8492-Au2S3 4| 0.03 oo T T T
515.2086--Au[M-H]2( =
| 543.2399--Au[M-H]2( &
| 567.0683--Au2[M-H]( 0.02+ - - e it
590.8999--Au3 -2 g
, 622.869-Au3S = o 2
654.8471--Au3S202 2 =2 D '[
655 3643—Au[M-H]21 o 001f o | - ]
679.196--Au2[M-H]C =
686.8168--unk[nown] J = You can also make an external Matlab > Make Ext
718.789--unknown > figure of any generated peak area image L\E
767.498--Au[M-H]2C ~ © 0 by pressing the 'Make Ext' button.
R | B o |
o = >
Select Plot Type 0.011 ~— ~ :/
IAverage + Stdev Colored LI . ! S
Plot Peak Area Image
g _0.02 1 1 1 1 1 1 1 1 1 .
This plot will show the scaled 12 3 45 6 7 8 9 10 Close Panel
for the selected peak after samplenumber
subtracting the PCs selected
above.
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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
ndatassp j Iexactmass Ll Ifilenames LI ISeIect Totalcounts j Isamplenames Ll
Load Selected Data | 0.08 . . . . . . 0.2 : : , , 913
43
006 | ~ i = !
Image: ndatassp g e 2 0.1}116 |
. — 004} 1 iy I — N
Variable exactmass o S P T
5 o02f @ &%, 7 3
Scores: scores @ % H 1 < B% ) 67 67
o™ 0,
Loads: loads £ L il S0saar
5] o ‘ﬁ. * B% 679
5 -0.02} [HTHH, g0.3
. 2 0 8% 80
Data Preprocessing S 004} & % 4 221 'aas
ISquareroot & mean center ZI g_ 20.06} [& Z g Z:J.ﬁ
PC # £ iy 1
-0.08} = 100{36 i
|2 ;I : 0° . . . 655 ‘
-0'10 10 20 30 40 50 60 70 o 200 400 600 800 1000
m
Plot Scores and Loads samples :
Peak List m/iz= 679196
489.8492-Au2S3 4| 0.03 oo T T T T
515.2086--Au[M-H]2(
543.2399--Au[M-H]2(
567.0683--Au2[M-H]( 002+ - -
590.8999-Au3 " Sl
622 869-Au3S = >
654.8471--Au3S202 2 =2 D
655 3643—Au[M-H]21 & 001 2 | ]
679.196—Au2[M-H]CJ j =
686.8168--unknown o 1 Make Ext
718.789--unknown =
767.498-Au[M-H]2C = g 0
Kl | B o)
o
Select Plot Type 0.01! = .
IAverage + Stdev Colored LI . =
Plot Peak Area Image )
-0.02 1 2 You can close the panel by pressing the
This plot will show the scaled 'Close Panel' button. | Close Panel
for the selected peak after k
subtracting the PCs selected ‘ )
above. rF 'F:‘ -
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File DataPre-Processing MVA Data Display

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

Iexactmass

LI Iﬁlenames LI ISeIect Totalcounts LI

|samp|enames

[

That ends this tutorial. Press the button on the left
to go back to the previous step. Press the button
on the right to start the tutorial over.




	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

