Testfile_rdata

properties values
Number of m/z features 8399
Range of m/z values 100.08 - 799.92
Number of pixels 12
Range of x coordinates 1-9
Range of y coordinates 1-3
Range of intensities 0-9.24
Number of NA intensities 0
Number of Inf intensities 0
Number of duplicated coordinates 0
Median of intensities 0
Intensities > 0 31.29 %
Number of empty spectra 0
Median TIC + sd 161.8 + 47
Median # peaks per spectrum + sd 2811 + 424
Centroided FALSE

input m/z (#valid/#input) in
inputcalibrantfilel.tabular
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Spatial orientation of pixel annotations
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Number of calibrants per pixel (100 ppm)
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101.5: 101.5 (100 ppm)
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555.1: 555.1 (100 ppm)
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Number of peaks per spectrum
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Total lon Current
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Median intensity per spectrum
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Maximum intensity per spectrum
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Most abundant m/z in each spectrum

2.5

5.0

7.5

m/z

300
250

200



loadings

y

PCA for two components

0 _|
o B PC1
< @ PC2
o
(4p]
o
[qV}
N
- |
|
o | b A U b b n MH Db kgl L, Ir'u|!.|_ lm'm Iy _l_hl.l,. ne ,._|l||,.“h.l‘.|m._v_ 0 |
_ i
(qV]
o' —]
! [ [ [ [ [ [ [ [
100 200 300 400 500 600 700 800
mz
o _|
™ B PC1
o | O PC2
™
Ko}
0]
o
S
o _|
—
o _|
—
o
-
oS _|
e | | |
2 4 8




PC1

‘-
_

PC2




Number of peaks
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Number of peaks per spectrum and annotation group
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Total ion current intensity
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Histogram of m/z values
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Number of peaks
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Sum of intensities per m/z

sum of intensities per m/z
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Median spectrum intensity
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Log10 mean m/z intensities per annotation group

- UWIN|09

L cUWN|09

_ZuUWn|o9

—Tuwnjoa




Intensity

Intensity

35

3.0

25

2.0

15

1.0

0.5

0.0

0.8

0.6

0.4

0.2

0.0

Average spectrum

2
)
c
(&)
£
I I I I I I I I
100 200 300 400 500 600 700 800
m/z

Zoomed average spectrum
2
)
c
(&)
£

I I I I I

350 400 450 500 550

m/z

35

3.0

25

15 2.0

1.0

0.5

0.0

0.05 0.10 0.15 0.20 0.25

0.00

Zoomed average spectrum

100 150 200 250 300
m/z

Zoomed average spectrum

I I I I I
600 650 700 750 800
m/z




Intensity

Average mass spectra for annotation groups
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Average m/z error (max. average intensity vs. theor. calibrant m/z)
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Difference m/z with max. average intensity vs. theor. m/z
(per spectrum)
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m/z accuracy for 101.5
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m/z accuracy for 555.1
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