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1. Add a data file ( .imdx

B® Fie View Search Settings Option Extersions Help & Differential Analysis | NoTitle
ROI List ¥ Data Matrix Table > X MS Image v %
No. | Use | File Name ROI Na... Attribute = y + . —
[ @ Display - . <}
o+ No. Use Tag Label mfz Formula Adduct lon Matrix Polarity -
Add IMDX File »
Image Setting T
5
- . z "
pound Name/Comment
wport Imaging File
4 | « Dropbox (Shimadzu) » Yamaguchi data » demo_data_etc > DemoData_backup » IMDX v|® | SearchIMDX
Collectively gy
Analyze: i -
Organise + New folder =~ @ @
Data Matrix =
S Quick access [ Name Date modified Type Size
I Liver_Slided 9AA 200-600_A 2.5x 1_A..  30/05/2018 18:04 Imaging Data File 57,859 KB
> [ Desktop < . 5 . =
Liver_Slided SAA_200-600_B_2.5x_1_AR... Imaging Data File 48712 KB
% Liver_Slide9_SAA_200-600_Cont_2.5x_1... Imaging Data File 56,302 KB
'_:l Screening_aeD096_0007_1A1.imdx Imaging Data File 354 KB
_:l Testicle_9AA_PI_SL_5x_1_AREAQT.imdx Imaging Data File 166,132 KB
2 Copy Informaticn
- X
. &
#) || H Sort v | € Display v fef
File name: | "Liver_Slided_9AA_200-600_Cont_2.5x_1_AREAOT.imdx" "Liver_Slided_9AA_200-600_A_2.5x_1_AREAOL.imdx" "Liver 5 ~ | |IMDXfile (*.imdx) v
Cancel ’Cpe-atms

Differential Analy:

Analysis Parameters

Nermalization Not Calculated

No. Name Value




-xample with three data Tiles added:

| No Title”

Settinge _Ontion & Differential Analysis

¥ X | MSImage

ta Matrix Table
File Name Attribute g — & e oallen — )
— — @ Display v TR —_— )
Liver Slide... Grouny No. ‘ Use ‘ Tag ‘ Label | m/z | Formula | Adduct lon ‘ Matrix | Polarity ‘ sl B - - —
Liver Slide... Group A »
[¢ d Name/C: &
Liver Slide... Group A& cmpolndiane/Commer
TiC
File Name:
Liver_Slided AA_200-600_Cont 2,
Image 5x_1_AREAD.imdlx
Registration
Type:
TiC
5 Copy Information
500 pm
@ Graph ™ X MS Image List v x
Data Matrix S Pt i &
Setting © AddMSImage | W Q) || e (&) || B Sort ~ || € Display v
§ >
—® = @ Display {xv File v
— 7 | =] I — o
E;ilt:url\ﬂa 3 vllm - . The normalization calcula
< > —_— € Superimposition BB Arithmetic Operations
D.. | File Name sp
Analysis Parameters T x WA Peak Picking Liver_Slided_... | Wi
_ Liver_Slided_9A... Liver_Slided_9A... Liver_Slided_9A...
Normalization Not Calculated S - o= — (Mo [T
273.44003 Liver_SlideQ ... | WH
No. | Name Value £ 03749
g s 385.14360
’ w03 37013973
- 27 22112077
6peg [, 33611260 ¥ 514.28193
haafipttind ot b L bt T
200 250 300 350 400 450 500 550 600

m/z

Liver_Slide9_9AA_200-600_Cont 2.5x_1_AREAD1.imdx Whole_

2734934
Z w37s0 38514369
g
1529:
£ 386.42048
= 27003882 o s 51428177
Pposeze PR aF.26449 | 553.27324
e ARARARRS e

250 300 350 400 450 500 550 600

m/z "




. Image registration

Differential Analysis |  No Title*

B® File View Search Settings Option Extensions

File o | ROI List ¥ Deta Matrix Table v X MSImage

= | & —

No. Use Fila Name ROI Na... Attribute : lea
@ Display s, || per ! (c]

P+

1 Liver Slide... | Al Group A No. |Use |Tag | Label m/z | Formula | Adductlon | Matrix | Polarity
Al Group A »

Compound Name/Comment

Add IMDX File 2 Liver_Slid

R 3 Liver_Slide... | All Group A e

File I

[ | ; Slicle_9AA_200-600_Cont_2.
0 X\ MAREAOimdx

Image Image Registration

Registration 2
01.Reference Image Selection 02.Coarse Image Registration 03 Fine Image Registration \

=l 1
= =y ] +%  import
b - IMDK File List Reference Image

Liver_Slide9_9AA_200-600_A_2.5x_1_AREADT imdx

RO Setting
1_AREADTimx

Liver_Slide9_9AA_200-600_Cont_2.5x_1_AREAD1.imc
Collectively
Anayze: G

Data Matrix

! Reference Image 1 Reference Image 2

“opy Information

- x

- = &

w If necessary, align the optical

i | image with the MS image

Differential Analysis

<

Analysis Parameters

Nermalization Not Calculate

No. | Name

Next Cancel

m/z

Liver_Slide9_9AA_200-600_Cont_2.5x_1_AREAOQ1.imdx Whole_

2E+06
273.0B934

23043750 385.J4369
1E+06

Intensity

306. {4048
e P2 g s 51428177
A0 Pposers | ° 426449 | 553.27324
'

" T
LI

200 250 300 350 400 450 500 550 600

u.d.u&m.lmm
B
=
&

0E+00

m/z




3. ROl settings

Data Matrix Table

B Fie Option  Extensions  Help
- No. |Use |FileName | ROINa.. | Attribute
e+ 1 Liver Slide... | All Group A
Add IMDX File

W Setting
IMDX File
[

Image

O 0 ¥||=HEm

Data Matri
Setting

Liver_Slide9_OAA_200-600.A 25x 1 ARE  \/

&8 Differential Analysis

No Trtle*

T X MSImage

o —Je

i i |

| Label

|m/‘z ‘Formu\a |Adducllon ‘Matrix ‘Pularity |

Reference Image

Reference Image 1

«"  Import

£

S Image

ROI Displ

Intensity

Label

v

2E+06

1E+06

0E+00

Display

385.14360

Reference Image Setting

Brightness

Export

Contrast

Smaothing Fifter

None

S Image Setting

File

Liver_Slide9_9AA_200-600_Cont_2.5x_1_AREA01.imdx Whole_

370.13973
§4008
33611269 | (42112077 59408193
Bad 1a, A i
Ak tad AR
300 350 400 450 500 550 600
m/z

273.03934
3093750 369
'3.43293
1274.43882
12, 71 l:ds 514.28177
AR o T (g
200 250 300 350 400 450 500 550 600

m/z

RO List

G Display v

© Attribute Setting

No. | Use | File Name ROIName | Attribute
1| O | Liver Slides 928 200-6... | Al Group A

2| [ | LiverSiide9 9AA 200-6... | Al Group A

3| O | Liversiices 9AA 200-6.. | Al Group A

4 Liver_Slide8 SAA 200-6... | ROIOD3 Group A

5 Liver Siided GAA 200-6... | ROI002 Group B

B | Liver Slide9 9AA 200-6... | ROI00T Group C

500 pm

P2

* X
(o]
>
Compound Name/Comment:
TiC
File Name:

Liver Slide 9AA_200-600_Cont 2.
Sx_1_AREADT.imdx

Type:
TiC

Copy Information

<

the region of i

ai

TIC




4. Pre-processing settings
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0. Data matrix settings
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3. lesting
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9. PCA calculation
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10. PLS calculation
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PCA-Vertical Axis | 2738e+002 | -5825e+002 |
53 Fatty acylcamitines (19:0) ERPaTd 1280085165 | 1057828060 |
62 Fatty acylcamitines (22:2) 11172009 || 99082 662
0 Fatty acylcaitines (18:0) [N 1470059046 | 1251644168 |
4 Cemm fathe aciadiia; e, —
14
0
48 Number of Latent
9 Variables
54
2
1 Pre-processing Pareto Scale
5
2%
13 ROI List
9 No. | File Name ROIName | Attribute
15 Liver Slided 9AA 200-6... | ROI03 Group A
20 Liver_Slice9_ 9AA 200-6.. | ROIO02 | Group B
Liver_Slide9 9AA_200-6... | ROIOOT Grouwp C

Enter a Y value.
If the number of ROls is sma
select the "Manual”.

position

88 Arithmetic Operations

Liver_Slideg 9A.. Liver_Slided 9A..

500 pm

B sort v

@ Display

- X
o
>
Compound Name/Comment:
TIC
Fila Name:
Liver_Slided_9AA_200-600_A_2.5x_
1_AREAQDT.imdx
Type:
TIC
5 Copy Information
- X
&

Liver_Slide9_9AA _200-600_B 2.5x_1_AREAO1.imdx Whole_Ave

273.J4002
0.03749
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PLS results

PRESS Predicted Value vs. Observed Value
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Q Foom Ik Select
Regression Vector
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Close

PLS Result -0




Summary

* Analysis is carried out by going down the vertical taskbar on
the left from top to bottom

 In this example we carried out a “differential analysis” task,
but analysis can be carried out in the same way for other
analysis modes
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