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Select the images that you want to use in the
calculations

M File View Search Settings Option Extensions Help . Image Analysis | C¥Users¥shimadzu¥Shimadzu Dropbox¥yamaguchi shinichi¥Yamaguchi_data¥demo_data_etc¥DemoData¥Project¥Testicle HCA_SIE_SEG.rpf
File | ROI List ¥ Data Matrix Table ¥ X MSImage v X
No. Use File Mame - g + —
@ Display e . ° @
o+ 1| « | testicle SA.. No. |Use |Tag | Label miz PLS Coefficiant I Al i
SOONES 1 699.9849-700.9849 7004849 -1518e-001 - 3
m/zxt lolerance:
\mage Setti 2 700.9849-701.9849 7014849 -2.600e-001 |3
mage etting 885.48492:+0,5000
3 701.9849-702.9849 7024849 -9.440e-002
‘——'1 4 702.9849-703.9849 703.4849 -1.217e-001 Compound Name/Comment:
- 5 703.9849-704.9849 704.4849 -1.238e-001 884.5849-885.9849
Image
Registration 6 704.9849-705.9849 705.4849 -4.234e-002 2 File Name:
7 705.9849-706.9849 706.4849 -4.681e-002 EEhrbiNES] testicle_9AA_PI_SL_Sx_1_AREAQ1.i
B 8 706.9849-707.9849 707.4849 BEERERE 57736.010 mdx
b:‘
9 707.9849-708.9849 7084849 -6.243e-002 EEAEFENEN] o
RO Setting 10 708.9849-709.9849 7094849 -1.058e-001 [EEEFAIES v Data Matrix
= X
Collectively -
Analyze: ~ - >
Data Matrix M | A . = G Display v ROI Ave. A4
E 1 M m sh Peak Picking I Copy Information
Pre-processing
Setting C.. D... File Name
testicle_9AA_PI_SL_5x_1_AREAOLimdx All_Average — ~
testicle_9AA| o m
MS Image List
g".! 6E+08 Zoska0a 9
_ L: 4E+06 <«
i als 7965236 - T wa |l ne
e E o Add M5 Image m 7 &) B sort v € Display ~ s, || fER
= a0 o T 885,537
< > OE+00 7214819 744.5905 P 1051236375300 8505146, -
H Tl‘l‘l‘l‘ﬁ'l‘l‘F‘!""l“!‘l‘rFLl‘F‘!"l‘l‘!" (o] @ m/zSearch € Ssuperimpaosition 88 Arithmetic Operations
= Analysis Parameters T X 700 720 740 760 780 BOD 820 840  BA0 880 900
Data Matrix miz
Setting m e T o
e No. MName
Data Matrix 1 | Normalize
Calculation
2 | Data Matrix Ang
Image Anal
3 | m/z Range
794.9849-795.9... 795.9849-796.9... 808,9849-809.9... B884.9849-885.9... B885.9849-886.9... TIC
ET'! 4 | Tolerance/Bin Si 795.48492 79648492 809.48492 B885.48492 88648492
Image
Classification 5 | Labeling
select
6 | Exclusion List
7 | Thresheld Sett
Image
Classification
I < > < >
Sim ge v



Click the “Arithmetic Operations” button
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3 y 0 Copy Information
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¥ X MSImage List v X
rna | . | <<
© AddMSimage || Wl | )| H sort v || € Display v ks | ReR
»
A
Lo} Q my'z Search
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Testicle 948 Pl 5L 5x_1_AREAD1Limdx

795.52230 809.50950 885.53868




The "Arithmetic Operations” screen opens

Arithmetic Operations

Mo normalization calculation is applied to the TIC

Preview Real Time Update ¢ Display ms, | RER

884.9849-855.9849
Constant 885.48492 +0.5000

The image you select appears on the right.

Import Add Expression
Expression

Coefficient m/z Compound Name Adduct lon Alg ] Oper

250 pm

@’ Add to M5 Image List

Close



Double click on the image to add an expression

Arithmetic Operations X

Ne normalization calculation is applied to the TIC.

@ Preview Real Time Update @ Display h o FeE (]

884.0849-8585.9649 B808.9849-809,9649 794.9849-795.9849
Constant 885.48492+0.5000 B09.48492 +0.5000 795.48492 +0.5000

¥

Double click the MS image to use in
the calculation or
click the “Add Expression” button

" Import - Export 9 Add Expression

Expression

e [ COTTPOUTENGITIC = S ROEaCCROTT g =7 |

None

88548492 | £84.9849-885,9549 | | A ‘ None | + v |

A Bl Add to MS Image List

Close



Change the order, operators, brackets, coefficients
efc. to create the necessary expressions.

Expression

= v 1l
{ Ceoefficient myz Compound Mame Adduct lon Alg... ) Oper
None - *f 88553868 | 885.53868 A | None /
None if 795.52230 | 795.52230 B || None /
Nane 1 ;ﬁ% 80950950 | 809.50950 C L Nane /
A/B/C

create the necessary expressions



~xample of (A+B)/C

Expression E} w @ f ; .

{ m/z Compound Name Adduct lon Alg... ] Oper...
< 809.50050 | 809.50950 None v|
None 885.53868 | 885.53868

None 795.52230 | 795.52230




Add to the main window

Arithmetic Operations

Mo normalization calculation is applied to the TIC.
@ Preview Real Time Update q‘ Display :HS: EEE Q
884,9849-855.9849 B808.9849-809.9849 794,9849-795.9549
Constant 885.48492+0.5000 809.48492+0.5000 795.48492+0.5000
' Import - Export ° Add Expression
Expression ~ T ‘
t L)
( Coefficient m/z Compound Name Adduct lon Alg... il Oper...
B84.9849-885.9049 A | None ~ |+
B08.9849-809.9849 B |) ~ iy~
794,9849-795.9849 C | None ~ |/ ~

(A+B)/C

. to image List
A Add to MS Image Li

0

Close



The image is added to the main screen

B Fle View Search

Settings Option  Extensions C¥temp¥test.rpf*
File ROI List Data Matrix Table = MS Image x
No. |Use |FileName | ROINa.. Attribute = ! + . .
| ; . @ Displayc Fer 1 fo]
=+ L Testicle 9A... | All SIuplY No. | Use | Tag | Label m/z PCA-Horizontal Axis | PCA-Vertical Axis | PLS (™
Add IMDX File 2| | Testicle 9A.. | ROIOO1 Group A PCA-Horizontal Axis >
Compound Name/Comment:
S 3| o | Testicle9A.. | ROIDO2 Group B PCA-Vertical Axis E
Image Setting EXP = {(A+B)/C]
4| « | Testicle 9A.. [ ROID03 Group C ] FRa52210) EER paliesta) ZH05E00] A = <809.50950
2 79652490 796.5249 3.226e-001 2.427e-001 +0.0200/809.50950>
‘ - N S ~ ; » ; B = <835.53868
— 3 797.52445 797.5244 2.191e-001 1.0492-001 TR
Registration 4 80950950 809.5095 2.4692-001 -2.248e-001 C = <795.52230
5 767.49232 767.4923 1.521e-001 1237e-001 CENENERED
=] 6 88553868 885.5387 -2.091e-001 3.250e-001 sl
= 7 81051225 8105123 1.7872-001 -1.261e-001 Testicle SAA_PI_SL_5x_1_AREAOLi
e 8 79601916 796.0192 7.455e-002 3384e-002 s
9 79852494 7985249 1.086¢-001 1.0682-001
Collectively 10 795.78487 B8.688e-002 5.959e-002 Arithmetic
Analyz e
1 88654092 886.5409 -1.460-001 2.244e-001
m 12 768.49495 7684949 9585e-002 7.644e-002
> 13 797.04571 797.0457 5.680e-002 4.668e-002
e 14 79678374 796.7837 6.608e-002 4.093e-002
15 83753880 837.5388 1.2552-001 -1.510e-001
Analysis Result S
16 85750787 857.5079 3.181e-002 1.8252-001
17 79350711 793.5071 9.283e-002 6.814e-002
18 72147935 7214793 1.0932-001 8.7726-003 . D Copy Information
PCA Result < >
[ Specrum [ [he information about the calculations is included in a comment.
PLS Result
. . .
= - The expression Is dlsplayed as d COIIIpOUﬂd name
.
1 I8} m e
< = B8 Arithmetic Operations
D.. | File Name Sp
Analysis Parameters M WL Pesk Picking Testicle 9AA... | WH
Testicle_9AA_PI_SL_5x SSAREAOD1.imdx
m Testicle_9AA_PI_SL_5x_1_AREAOLimdx Whole_Ave.
No. Name Value - 2E4+06 795.92084
1 | Normalize None 2 70682363
£ ime0s
2 | Data Matrix Analysis Method Target E + o FEe
E| 767.49182
3 | Compound Template Peak Lis OE+00 3 ‘7‘21"?'?13'5' " .- ; \T. 9552230 809.50950 885.53868
4 | Tolerance/Bin Size (Da) 0.0200 700 720 740 760 780 800 820 840 860 880 900
5 | Threshold Setting of B
< > < >




Import and export expressions

Arithmetic Operations

Mo normalization calculation is applied to the TIC.

@ Preview Real Time Update Q( Display E‘S: EEF: Lo}

B884.9845-865.9849 608,9849-809.9849 T794,9849-795.9849
Constant 885.43492+0.5000 809.48492+0.5000 795.48492+0.5000

The created formula can be exported as a csv

They can also be imported.
\

« Import » Export ‘ Add Expression

Expression ; T f l '
( Coefficient m{z Compound Name | Adduct lon Alg... ) Oper...
( w ﬁ 8B5.48492 | 584.9849-885.9549 A | None ~ | +
None 80948492 | B06.9849-809.9849 B ) o VY
None |%‘ 79548492 | 794,9849-795.9843 C | None ~ |/

(A+B)/C Ef' Add to MS Image List

Close
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