-ind components that
differ between regions




-xample

Extract components "A”, "B”
and “C”, which differ in
intensity between regions



Steps

1.

ROl settings for “A”,”

377 and 77C77

2. Data matrix table calculations
3. Testing
4. PCA
5. PLS



Steps

1. ROl settings for “A","B” and "C”
7. Data matrix table calculations



1.1 Select "Ditterential analysis”

B Fie View Search Setfings Option Extensions Help R Differential Analysis | NoTitle

Y RoiList ¥ Data Matrix Table

~If you want to look for differences between regions,
select the “differential analysis” option.

Name/Comment:

Add IMDX File

mage Setting

Selection of Analysis Method

Adduct lon:
File Name:

Open Project File

MNew Project

L% Differential Analysi%

m [.]- | A | ; =) #) || B Set v || € Display v
mage Analysis
oo g9 y

21 Copy Information

=]
¥ « . - sition 88 Asithmetic Operations
[ Sa—— - x L, Quantitative Analysis
Normalization Neot Calculated
No. Name Value 2
Screening
2 Screening (Quantitative)




1.2 Add data file (.imdx

B Fle View Search Setings Option Extensions Help No Title
ROI List ¥  Data Matrix Table ~ X | MSImage
MNo. | Use | File Name ROI Na... Attribute = . &l —
mux @ Display ]
-+ No. |Use |Tag | Label m/z | Formula | Adductlon | Matrix | Polarity -

Add IMDX File

Compound Name/Comment:

Read in a data file (.imdx format

File Name:

Collectivek
Solectvely g

alyze:

Data Matrix

Copy Information

T X S Image List

=], #)| H sort v || € Display ~ Ref
- »
{ @ Display ROI Ave. v
o
Calculate Al
& Superimposition B8 Arithmetic Operations
C.. | D.. |FileName

Differential Anal

Analysis Parameters

Mormalization Mot Calculated

No. Name Value




1.3 ROl settings

Add IMDX File

Image Setting

Collectively |
alyze:

Data Matrix

E3

Pre-processing
Setting

e

»

Pre-processing

0]

Data Matrix
Setting

3
Data Matrix
Calculation

Differential An

Option Extensions  Help

ROI List =
No. |Use |FileName | ROINa.. | Attribute
1 Testicle_9A... | All Group A

Data Matrix Table

&  Differential Analysis |

¥ X S Image

= < @

Apply settings for the

<

Analysis Parameters

Nermalization Mot Calculated

Mo. Name

Value

region

m/z Formula

Adduct lon

Matrix | Polarity

Graph

G Display ~

¥ X S Image List

WL Peak Picking

£ | @ oiply v | |1

Testicle_9AA_PI_SL_5x 1 AREAOLimdx Whole_Ave.

799521
z 2E+06
2 Tod 524
€  1E+06
= o§524
oE+00 | 721482 740,500 T2 811514 837,530 883038
P T T b R R
700 720 740 760 780 800 820 B840 860 830 900

m/z

File A

The normalization calcula

D.. | File Name Spi
Testicle_9AA... | Wh

© Add MS Image

® Superimposition

1]

BB Asithmetic Operations

F

B sort -~

@ Display ~

Compound Name/Comm
TiC

File
Testicle 9AA_PISL_5x_1_AREAO1i
mx

Copy Information

>

v X

&



1.4 ROl settings

RO Setting -0 X
i | WA Reference Image Settin ' Attribute Setti H r 4l
IMDX File  Testicle_9AA_PI_SL_5x_1_AREAO1.imdx hv4 Reference Image - Reference Image 1 . & 2 ROI List ‘ "9 L i
O @ <J i Toee! B St B oot Brightness {_ | File Name ROIName | Attribute _
|E L ; P ! P 1| [0 |Testicle 9AA PISL S 1... | Al GroupA
Contrast W,
MS Image Setting
‘ File ~ ‘
MS Image TIC N ‘
MS Image (J (]
RO Display Settin T Label [l Dis
play g £ y | . play 7 5
oK )| Cancel ]
L L




1.5 ROl settings

ROI Setting
IMDX File [Tesme_gm_m_sL_sx_1_AREAm.1mdx v Reference Image | .. | | Reference Image 1 [ Reterence image settng
| O | | A% H o )| = | 4] tmpor H [ Bpon ‘ e Bt Testicle 9AA PISL 5x 1...
o Contrast \ ) Testicle 9AA_PI 5L Sx_1...
Testicle_SAA_PI_SL_5x_1...
e S~ Testicle 9AA_PISL 5% 1.
Smoothing Filter None v

MS Image Setting

| File

MS Image (]

L

ROI Display Setting ¥ b/ Label Display

oK ] Cancel |




1.6 ROI settings

Select attributes for each ROl in the “Attributes” column.
Attributes can be added or edited.
The names of the ROIs can be changed.

8- Attribute Setting

ROI List
No. Use File Mame ROl Mame Attnbute Dat
1 D Testicle 9AA Pl SL 5k 1... | All Group A L
2 Testicle 9AA Pl 5L 5x 1... | ROI0DD1 Group A L
3 Testicle 9AA Pl SL 5x_1... | ROloo2 Group A % o
4 Testicle_9AA_PI_SL_5x_1... | ROI003 Group A b




1.7 ROl settings

— 0O X
Ol Lt 8 Attribute Setting ‘ *' '
Mo. Use File Name ROl Name Attnbute Datl
1| [ | Testicle_9AA_PI_SL 5x_1... | All '
2| M | Testicle_9AA_PISL 5x%_1.. | ROIDO
3| [ | Testicle 9AA PI_SL 5x 1. | ROloo2
4| M | Testicle_9AA_PI_SL 5x_1.. | ROloO3




1.8 ROl settings

ROI Setting e 53
| V@ Reference Image Settin | Attribute Setting | ‘ ‘ ' H |
IMDX File  Testicle_9AA_PI_SL_Sx_1_AREAD1.imdx s Reference Image i Reference Image 1 . = < ROI List *— L= ) .
. ’ ile Name - | ROIName | e | Da
us' | Ter & 1 A S Exnort Brightness @, |
O A/ FLEF | LR mpo L P 1| [0 | Testicle 9AAPLSL 5x. 1. | Al v
Contrast W, 2| M |Testicle 9AA PISL 5k 1.. | ROI0DT w |l
3| [ | Testicle 9AA PISL 5x 1.. | ROlooz ~
Jiieia ey \J '
Smoothing Filter None v
MS Image Setting
| File v |
MS Image Tic AV |

MS Image

L -

ROI Display Setting y b/ Label Display




2.1 Pre-processing settings

B Fie View Search Settings Option Extensions Help | NoTitle
il | ROIList T Data Matrix Table ¥ X MSImage
No. |Use |FileName |ROINa.. | Attribute S | & - —
. & oispley v | |53 || 52 ‘ &
' =R |40 EeTi No. |Use |Tag | Label miz | Formula | Adductlon | Matrix | Polarity

nd Name/Comment:

File Name:
Testicle 9AA_PISL_Sx_1_AREAO1.i
madx

TIC
RO Setting

Collectively
el ]

Carry out settings for pre-processing (normalizatibn oféignal | ntensity)

Pre-processing
Setting T

En e

Pre-processing

Copy Information

¥ X M Image List

=1 Graph
Data Matrix []
it m Box Plot @ AddMSImage || il Q) | %) H sot v | € Display ~ Re?
>
in ) £ | ¢ Display v L file ~ (R
> ]
Data Matrix The normalization calcula
Calculation Llmm -
< > ® Superimposition Arithmetic Operations
Differential Ana D.. |FileName | 5p
Analysis Parameters T W Peak Picking Testicle_9AA... | WH
Testicle 9AA Pl..
[z i e el 2 =) Testicle 9AA_PI_SL 5x 1 AREAOLimdx Whole Ave. o
No. Name Value 799521
2E+06
>
H o524
t 1E+06
£ e, 7o A t
0E+00 482 40,500 'O B1}51 837,339 8338 Tic
L e ARRARESEEEa S e

700 720 740 760 780 800 820 840 860 880 900

m/z




2.2 Pre-processing settings

Pre-processing Setting

Set the "Normalize" criteria.

Normalize None XIC .
% TIC is generally used.




2.3 Data matrix settings

No Title™

Search Settings Option Extensions Help & Differential Analysis

jaJ | ROI List ¥ Data Matrix Table ¥ X | MS Image

No. |Use | FileMame |ROINa. | Attribute S ) @ : —
; G Display d o
J Testicle 9A... | All Group A No. |Use |Tag | Label mfz | Formula | Adductlon | Matrix | Polarity
Add IMDX File
Compound Name/Comment:
Image Setting =
File
Testicle_9AA Pl SL_5x 1_AREAO1
i

ROI Setting

Collectiveh
Sollcivel gy

alyze:

Data Matrix

E3

Pre-processing
Setting

=]

Pre-processing

# Apply settings to the target m/z v |

Copy Information

Data Matrix rallea
Setting © Add MSImage || Wil =) ) | H sot ~ | @ Display v T e
>
& b M ) £ | @ Dispay v | |1 File N —
» "'ul:'l"ﬂ' \ o
Data Matrix | S The normalization calcula
Calculation - LR -
> ® Superimposition Avithmetic Operations
Differential An D.. | File Name sp
Analysis Parameters > &3 Wi Peak Picking Testicle_9AA.. | WH
Testicle_9AA Pl...
Uiz i (e Calla = = Testicle_9AA_PI_SL_Sx 1 AREAOLimdx Whole Ave. F
No. | Name Value . 793521
=y
g Toq524
£  1E+06
= 7ofs24
oE+00 | 721482 740,500 T2 811514 837,530 883038 Tic
T T T T R R R T

700 720 740 760 780 800 820 B840 860 830 900

m/z




2.4 Data matrix settings

D Labeling
D Specified Peak Exclusion

Non-target: cut out fixed widths of signal intensity from the spectrum.
Target: specify particular m/z values and the tolerance width.

Cancel



2.H Data matrix calculations

B e View Search St Option Extensions  Help R Differential Analysis | No Title™

jaJ | ROI List ¥ Data Matrix Table ¥ X | MS Image

No. | Use |FileMame | ROINa. | Attribute S L & _ e —
- ; G Display s | ReR . o
-+ J Testicle 9A... | All Group A No. |Use |Tag | Label mfz | Formula | Adductlon | Matrix | Polarity
Add IMDX File
Compound Name/Comment:
Image Setting Tic
File Name:
Testicle_SAA_PI_SL_Sx_1_AREAOT.
mdx
ROI Setting
Collectively
Anatyze | @D
Data Matrix
Pre-processing
Setting
g! Execute the following calculation.
> )
Mormalize o
. ) ) Copy Information
Pre-processing Data Matrix Creation
Graph ¥ X S Image List
Froel
Data Matrix | eallea
o M © Add MSImage || Wil =) ® || B sott v | & Display v B R
»
o ) £ @ Display xr File v _
o]

irmalization calcula

Data Matrix

== || Carry out data matrix calculations. ..o @ eoeme mome

.osticle_9AA.. | Wh

Uiz i (e Calla = = Testicle_9AA_PI_SL_Sx 1 AREAOLimdx Whole Ave.
No. | Name Value S0 75521
&
Z 70524
£ 1E+0s
= 7ofsea
oE+00 | 721482 740,500 T2 811514 837,530 883038
e L

700 720 740 760 780 800 820 B840 860 830 900

m/z




2.0 Running calculations

Execute Processing

b Execute the following calculation.

i Mormalize
Data Matrix Creation

_. ............ D K ............ :| $1? }PE IIL,

................................

S
Create Data Matrix I Create Data Matrix
Calculating Mormalize Coefficient .. 10250 Calculating... 34944
— ——
Cancel Cancel

If pre-processing calculations have not yet been carried out, they will be run here at the same time.
If there are a large number of target compounds, the calculations will take longer.



2. Data matrix calculations are complete

B Fle View Search Settings Option Extensions Differential Analysis | No Title™
File jgll | ROIList ¥ Data Matrix Table > X MSImage - X
MNo. | Use | File Name ROI Na... Attribute = - +! . —
o . € Display e . o
+ ] Testicle_9A... | Al Group A No. | Use | Tag | Label m/z ROI001 I ROI002 ROIOO3
Add IMDX File 2| | Testicle 9A.. | ROI0O1 Group A 1 £99.9849-700.1849 700.0849 1335372 955,008 »
me/Comment
R — 3| « |Testicle_A.. | ROID02 Group B 2 700.1843-700.3842 700.2849 3233.055 2285.856
Setting Tic
4| | Testicle on.. | ROI0O3 Group 4 3 700.3849-700.5849 700.4849 7135.789 6658.481 6215.483
(€ . 007848 7009548 S Testicle_9AA_PI_SL_5x_1_AREAD1.
Image max
Registration & 700.9849-701.1842 701.0849 1003.419
7 701.1843-701.3842 701.2849 3135136 6112.206
4 E 701.3843-701.5849 701.4849 4053.840 4716231 11056.985
s 701.5849-701.7849 701.6849 364.000 440763
ROl Setting 10 701.7849-701.9842 701.8849 547404 453.994 1172.073
1 701.9849-702.1842 702.0849 1298.887 1064.758
Collectively 12| M 702.1849-702.3849 702.2849 1353.012
precii = - !
13 702.3849-702.5849 702.4849 5835.236
Data Ma
14 702.5843-702.7849 702.6849 205491
% 15 702.7849-702.9849 702.8849 254,150 323.080
. 16 702.9849-703.1842 703.0849 1143333 1304.598 1899.105
Pre-processing
Setting 17 703.1849-703.3849 703.2849 2979481 2536.971
18 703.3849-703.5849 703.4849 4640529 3625.504
20 703.7849-703.9842 703.8849 476825 328.199 B Copy Infarmation
Pre-processing
=
B Graph T X MS Image List v x
Setting © Add MSImage || Wil Sl %) || B sort v || ¢ Display v ef
>
L @ = > Display fle ~ —
<}
»
Data Matrix The normalization calcula
Calculation
< > € Superimposition BB Arithmetic Operations
Differential Analy D.. | File Name Sp
§ = =
Analysis Parameters W [ @

E‘ Testicle SAA_P.
» .

Test
No. | Name Value
1| Normalize TIC
2 | Normalilze Reference Value Setting | Off
PCA Calculation 3 | Normalilze Minimum Threshold(%) | 0
4 | Data Matrix Analysis Method Non-targ
5 | m/z Range 699,984
& | Tolerance/Bin Size (Da) 0.2000
7 | Labeling off
E 8 | Exclusion List off
9 | Threshold Setting off

PLS Calculation




Steps

. ROl settings for “A”,"B” and "C”
. Data matrix table calculations

. Testing

. PCA

. PLS

O = oo




3.1 lTesting

B Fle View Search Settings Option Extensions Differential Analysis | No Titie™
e gl | RO List ¥ Data Matrix Table v X MS Image =B
No. |Use |FileName |ROINa.. | Attribute = L & . — —
o o G Display A X o
+ ! Testicle 9A... | All Group A No. |Use |Tag | Label mz ROloo3 |
Add IMDX File 2| o | Testice 9A.. | ROIOOT Group A 1 699.9849-700.1849 700.0849 »
P 3| « | Testicle_9A.. | ROID02 Group B 2 700.1849-700.3849 700.2849 . b (e o e
mage Setting Tic
4| | Testicle on.. | ROI0O3 Graup A 3 700.3849-700.5849 700.4849 7135.789 66568481 6215.483
; 700.5649-700.7249 7005849 fle
z TR — Testicle_9AA_P_SL_Sx_1_AREAD1.i
Image mdx
Registration 5 700:9849-701.1849 701.0849 1603.896 1003.419
7 701.1849-701.3849 701.2849 3135.136 6112.206
=l 8 701.3849-701.5849 701. . 4716231 11056.985
= 9 701.5849-701.7849 701.6849
LE)EEE 10 701.7849-701.9849 701.8849
1 701.9849 849 702.0849
Collectively 12| M 702.1849-702.3849 702.2849
il = e
13 702.3849 702.4849 5835.236
Data Ma
14 702.5849 702.6849
% 15 702.7849 702.8849
16 702.9849-703.1849 703.0849 1899.105
Pre-processing
Setting 17 703.1849-703.3849 703.2849 3065.977
18 703.3849-703.5849 703.4849
g@ 19 703,5849-703.7849 703.6849
20 703.7849-703.9849 703.8849 1 Copy Information
Pre-processing
<
B Graph T X MS Image List v x
Data Matrix m Box Plot ) callra 5
e © Add MSImage || Wil S %) || B sort v || ¢ Display v Fer
>
) & @ Display fle ~ — -
i -]
Data Matrix The normalization calcula
Calculation
< > € Superimposition BB Arithmetic Operations
D.. | File Name Sp
Analysis Parameters < [ | Testicle 9AA... | Wi
E‘ Testicle_9AA_PI.
:
Test
o. |Na a
arry out testin
1'l.ll'ri'r 1| No -
L 5
- 2N = L
.
Pos caation IO groups a t-test is used; for 3 or more ANOVA is used
3| No y .
4 | Dal

- Each measurement point in each ROl is treated as part of the sample.

6 | Tol

7 | Labeling =
LF 8 | Exclusion List T

9 | Threshold Setting off

PLS Calculation




3.2 Dialogue window during calculations



3.3 Testing results

B Fie View Search Settings Option Extensions Help & o | NoTitle®
Fhk ROI List = Data Matrix Table T X MSimage
- No. | Use | File Name ROI Na... Attribute = | + X - —
inol . @ Display v s, || ReR . o]
o+ L Testicle_9A.. | All el No. |Use | Tag | Label m/z Group A-Mean Group B-Mean ol
Add IMDX File 2| | Testicle 9A.. | ROIOO1 Group A | 699,.9849-700.1849 700.0849 1170.374 955.008
Compound Name/Comment:
—— 3| | Testicle_9A... | ROlo02 Group 8 2 700.1849-700.3843 700.2849 3507.729 2285.856 e E
4| o | Testicle 9A.. | ROIO3 @l 3 700.3849-700.5849 700.4849 6389.368 6658.481
‘—’1 4 700.5849-700.7843 7006849 445,100 557.643 File Name:
. 5 700.7849-700.9843 700.8849 786.529 535.929 Testicle_9AA_P|_SL_5x_1_AREAO1I
Image mx
Registration 3 700.2849-701.1843 701.0849 1634.724 1003.419
7 701.1849-701.3849 701.2849 4245475 3135.136
54 & 7013849-701.5849 701.4849 5929.072 4716231
= 9 7015849-701.7843 7016849 306.025 440.763
ROI Setting 10 701.7849-701.9843 701.8849 714,665 453.994
1 701.2849-702.1849 702.0849 1325.772 1064.758
Collectively 12| H 702.1849-702.3849 702.2849 2983.966 1353.019
Analyze D =
13 702:3849-702.5849 7024849 3121.449 2368.437
Data Mat
14 7025849-702.7849 7026849 184526 299.329
% 15 702.7849-702.9849 702.8849 241633 323.080
. 1% 702.2849-703.1849 703.0849 1345608 1304.598
_processing
i 17 703.1849-703.3849 703.2849 3002.641 2536.971
18 7033849-703.5849 703.4849 5093.864 3625.504
55_! 19 7035849-703.7849 703.6849 515,224 380.487
20 703.7849-703.9843 703.8849 545,268 328.199 P Copy Infarmation
Pre-processing
£
e Graph . .
ot [ speco SR [ eStlng results are dlsplayed.
Seting
. . . .
- daSIC StallsTiCs sucCn as ratios etc. are Ccalculate
Data Matrix
Calculation
< > € Superimposition 88 Arithmetic Operations
Differential Analysi D.. | FleName | Sp
i .
Analysis Parameters O | Testice san. | Wi
Testicle_9AA Pl...
Mo. Name Value
1| Normalize TiC
2 | Normalilze Reference Value Setting | Off
3 | Normalilze Minimum Threshold(%) | 0
4 | Data Matrix Analysis Method Nen-tar
5| m/z Range 699.984
6 | Tolerance/Bin Size (Da) 0.2000
7 | Labeling off
& | Exclusion List Off
9 | Threshold Setting off
PLS Calculation
< > < >




3.4 Testing results

Data Matrix Table X
= &

Mo, Lse Tag Label G2(Ratio(Grou... P Walue (ANOWVA) = I ROI0O1 I -
928 885.3849-885.5849 0.000 7419e-125

933 586.3849-886.5849 0.000 1.079e-085

929 §85.5849-885.7849 0.000 2.340e-072

938 §87.3849-857.5849 0.000 2.249e-060 10379.325

548 509.3849-809.5849 0.000 8.966e-056

478 795.3849-795.5849 0.000 1.284e-052

553 810.3849-810.5849 0.000 6.045¢-033

934 886.5849-886.7849 0.000 5.981e-031

479 795.5849-795.7849 0.000 1.601e-027

930 §85.7849-885.9849 0.000 1.449e-026

688 §37.3849-837.5849 0.000 4.410e-025

483 796.3849-796.5849 0.000 2.943e-023 434814496

939 887.5849-857.7849 0.000 1.974e-021

67 713.1849-713.3849 0.000 1.885¢-017 4.

488 797.3849-797.5849 0.000 7.436e-017

908 881.3849-881.5849 0.000 1.358e-016

naa | W9 TERAmAT PR ameT e .,

Slide the scroll bar to the right to view the P-values amongst the testing results.

935 B86.7849-886.9849 0.000 3.249e-013 =
549 809,5849-809.7849 2000 E— m_'v
< ) > |




3.5 Testing results

Data Matrix Table h
= C &
Mo, Lse Tag Label G2(Ratio(Grou... P Walue (ANOWVA) = I ROI0O1 I -
928 885.3849-885.5849 0.000 ?.41&325
933 886.3849-886.5849 0.000 1.079e-085
929 885.5849-885.7849 0.000 2.340e-072 4013.716
938 887.3849-887.5849 0.000 2.249%9e-060 10379325
548 809.3849-809.5849 0.000 8.966e-056
478 795.3849-7595.5849 0.0:00 1.284e-052
553 810.3849-810.5849 0.000 6.045e-033
934 886.5849-886.7849 0.000 5.881e-031
479 795.5849-795.7849 0.000 1.601e-027
930 885.7849-8585.9849 0.000 1.449e-026 1092.085
688 837.3849-837.5849 0.000 4.410e-025
483 796.3849-796.5849 0.000 2.943e-023
939 887.5849-887.7849 0.000 1.974e-021 1697.613
Clicking the header row (the top row) to sort the column. 1eese017 | |
Click once more and the column will be sorted in the £ el
) 1.000 1.358e-016 35354.833
opposite order. . s ore
The smaller the P-value, the greater the difference 000 0.833e-015
between groups, so we choose a smaller one. 1000 5243e-013
e e 2.000 3.662e-013




Data Matrix Table

3.6 Right-click—

"Add MS Image’

v X MSImage

483
939

67
488
908
931

78
935
549

796.3849-T96.5849
887.5849-887.7849
713.1849-713.3849
T97.3849-T97.5849
B881.3849-881.5849
B885.9849-886.1849
715.3849-715.5849
886.7849-886.9849
809.5849-809.7849

=2 oelect “Add MS Image” from the side menu.

0.000
0.000
0.000
0.000
0.000
0.000
0.000
0.000
0.000

= +
— - G Display
MNo. Ilse Tag Label G2(Ratio(Grou... P Value (AMNOVA) = ! ROI0O1 ! g -
!,
928 885.3849-885.5849 i
933 886.3840-886.5849 0 Copy oy
929 885.5840-885.7849 0.000 Sl ;:
Taggi i
938 887.3849-887.5849 0.000 m/z Tagging :'
ROl Tagging =
548 809.3849-809.5849 0.000
Add M5 Image
478 795.3849-795.5849 0.000
Set to the Ratic Denominator / Reduction of effect Size
553 £10.3849-810.5849 0.000
myz Search
934 £86.5840-886.7349 0.000
4?9 — | |
.., oelecting the row and right-clicking opens the side-menu.

2.943e-023 ||
1.974e-021 |m|
1.885e-017 ||
7.436e-017 ||
1.358e-016 | 35354.833 |
1.936e-016 ||
9.833e-015 | 1970.228

3.249e-013 | 1287.780 |
10885.738

3.662e-013 |




3.7 Select the data file and click "OK”

Add MS Image

IMDX File List

Add D Cempound Mame mfz Addu

885.3849-885.5849 | 88545492

The “Add MS Image” dialogue window opens.
If multiple data files are read in, select here which data files images should be added.
(In this example, there is only one imdx file.)




3.8 The MS image is added

w Search Settings Option Extensions
. B | Roi List

- No. | Use | FileName |ROINa.. | Attribute

g

"+ 1 Testicle_9A... | Al Group A
Add IMDX File 2 v Testicle_9A... | ROloo1 Group A
R 3| | Testicle_9A.. | ROI0OZ Group 8
mage Setting

4| | Testicle_9A... | ROI003 Group C

A
The MS image (m/z

in the list of MS images, and above that in the “MS

image” section.
5

Pre-processing
g >
Pre-processing

04

Data Matrix
Setting

»

Data Matrix
Calculation

<

Differential An:
Analysis Parameters

No. Name
1 | Normalize
2 | Normalilze Reference Value Setting
GenElalziay 3 | Normalilze Minimum Threshold(%)
4 | Data Matrix Analysis Method
5 | m/z Range
6 | Tolerance/Bin Size (Da)
7 | Labeling
M 8 | Exclusion List
g | Threshold Setting

PLS Calculation

Value
TIC
Off

o

Mon-tar{

The normalization calcula

D.. | File Name Sp
[} | Testicle 9AA... | Wk

Differential Analy No Title™
Data Matrix Table ¥ X MSImage v %
= \ & —
€ Display v . e
No. |Use |Tag | Label G2(Ratio(Grou... | P Value [ANOVA) = I ROI001 I -
928 885.3849-885.5849 0.000 7.419¢-125 41856.597 »
ztTolerance:
933 886.3849-886.5849 0.000 1.079¢-085 23175.889 —
885.48492+0.1000
929 885.5849-885.7849 0.000 2.340e-072 4013.716
938 887.3843-887.5849 0.000 2.249e-060 10379325 Compound Name/Comment:
548 809.3849-809.5849 0.000 8.966e-056 202724123 885.3849-885.5549
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3.10 Displaying a box plot
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3.11 Histogram Adjustment
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