Investigating localization
within a sample section



-xamples

1. Which compounds have which
distributions within the sample section?

2. What components colocalize with
known localization?

3. Divide up pixels into specified cluster
numbers.



-xamples

1. Which compounds have which
distributions within the sample section?



Steps

1. Select “Image Analysis”
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1. Select “Image Analysis”
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7. Add data file (.imdx
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3 Set ROl it necessary
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3.1 Select the region to be processed

-~ ROl can be depicted as squares, circles or polygons.
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3.2 The ROl is listed in the ROI list.

After drawing the ROI, set the attributes.
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4. pre-processing settings

°
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4.1 Pre-processing (normalization) settings

Pre-processing Setting

- Sets the "normalisation" criterion.
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4.7 Data matrix settings
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4.3 Data matrix settings
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Non-targets cut the signal intensity from the spectrum at a fixed width.
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4.4 Data matrix calculations
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4.5 Calculations window



4.6 Data matrix calculations are complete
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h. Select "Image Classitication Calculation”
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h.1 Image classitication parameters

Image Classification Parameter

Number of Clusters O ~uo Select “Automatic” to have the number of
O Manua clusters determined automatically.
If you want more clusters, select “manual”
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H.7 Calculations window



h.3 Image classification results
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h.4 Add an MS image to the main screen
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IMDX File List
testiclegAA_PI_SL_Sx_1_AREAOT.imdx Data Matrix v
Compound List
Add O Compound Name m/z Adduc|
v B808.9849-809.9849 | 809.48492
< bd

D Common Color Scale To Multiple IMDX D Only Inside ROI oK Close



h.5 An MS image from the cluster is added
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5.6 Search m/z in the image classification

It is possible to search for a particular m/z value to see which clusters it is included in.

m/z 887, Search A Dendrogram A Inconsistency Coefficient
Cluster Average MS Image Cluster Details
s1e #) || @ Display -~ v k. Number of Thumbnails | 10 v Sle ¥
Cluster No.1(73) Cluster No.2{277) Cluster No.3(27) Cluster No.4(59) File Name Compound Name miz Intensity £
Testicle 9AA Testicle 9AA P Testicle 9AA Pl Testicle 9AA P n Testicle_SAA_PI_SL_5x_1_AREAQ... 760.48432 3607.309(
H Testicle 9AA_PI_SL_5x_1_AREAQ... 712.28492 2844.7941
' Testicle 9AA_PI_SL_5x_1_AREAQ... 756.28492 2715.1258
ﬂ Testicle 9AA_PI_SL_5x_1_AREAQ... 760.28492 24450073
Cluster No.1(73) Cluster No.2(277) Clust.er No.3(27) Cluster No.4(59) - - Testicle_9AA_PLSL 5% 1_AREAD... 75828492 2407.5497
m Testicle SAA_PI_SL_Sx_1_AREAO... 756.48492 2407.192q
Cluster Mo.5(23) Cluster No.6(208) Cluster Mo.7(308) Cluster Mo.8(15)
m Testicle 9AA_PI_SL_S5x_1_AREAO... 758.48492 2195.0044
Testicle_SAA_| Testicle_94A_P Testicle_9A4_PI Testicle_9AA_P
m Testicle_9AA_P|_SL_Sx_1_ARFAD... 712.48492 2112.5481
. Testicle_9AA_PI_SL_5x_1_AREAQ... 712.08492 1020.0523
- Testicle_9AA_PI_SL_5x_1_AREAQ... 756.084392 T795.3834
i S e Testicle 9AA_P| SL 5x_1_AREAQ.. 787.08492 780.2895
Cluster No.5(23) Cluster No.6(208) Cluster No.7(308) Cluster No.8(15) Testicle SAA_P|_SL_5x_1_AREAD... TR TIEETE
Cluster No.s(10) Testicle_SAA_PI_SL 5x_1_AREAO... 760.08492 685.2339
Testicle_AA_PI_... Testicle_9AA_PI_SL 5x_1_AREAQ... 78608492 684.3194
. Testicle 9AA_PI_SL_5x_1_AREAQ... 788.08492 671.3262
Testicle 9AA_PI_SL_5x_1_AREAQ... 700.68492 501.2477
Testicle 9AA_PI_SL_5x_1_AREAQ... 709.68492 500.4549
;:lu, No.9[1 Testicle SAA_PI_SL_Sx_1_AREAO... 814.68492 494.6817
Testicle SAA_PI_SL_5x_1_AREAQ... 709.88492 480473g
< >

Close



h.7 Search result in the image classification

Image Classification Result -0 X

m A Dendrogram A Inconsistency Coefficient
Cluster Average MS Image Cluster Details
—— )
QU G Display ~ = Number of Thumbnails | 10 N

Cluster No.1(73) Cluster No.2(277) Cluster No.3(27) Cluster No.4(59)
Testicle_9AA_PI Testicle_9AA_P Testicle_9AA_PI_ Testicle_9AA_P Testicle_9AA_PI_SL_5x_1_AREAQ...
- Testicle_9AA_PI_SL_5x_1_AREAD... 887.08492 228505683
' Testicle_AA_PI_SL_5x_1_AREAQ... 88688492 2365.88555
. ) o S Testicle_9AA_PI_SL_5x_1_AREAO... 88668492 613133647
Cluster No.1(73) Cluster No.2(277) Cluster No.3(27) Cluster No.4(53) ' e S
ﬁ Testicle_SAA_PI_SL_5x_1_AREAQ... 88648492 4603396112
Cluster Mo.5(23) Cluster No.6(208) Cluster Mo.7(308) Cluster No.8(13)
n Testicle_AA_PI_SL_5x_1_AREAQ... 886.08492 3150.72868
Testicle_aAA_Pl Testicle_9AA_PI_... Testicle_aAA_Pl Testicle_aAA_Pl_.
; n Testicle_SAA_PI_SL_5x_1_AREAQ... 885.88492 3163.00333
- Testicle_SAA_PI_SL_5x_1_AREAD... 885.68492 9196.14227
. Testicle_SAA_PI_SL_5x_1_AREAD... 885.48492 8519579083

Cluster No.5(23) Cluster Mo.6(208) Cluster No.7(308) Cluster No.8(15)

-

Cluster No.3(10)

The focus shifts to the cluster including that m/z value.

Bf' Add to MS Image List

Close
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