Quality control of MSI data

Filename: Testfile_analyze75

properties values
Number of mz features 58031
Range of mz values [Da] 699.75 - 1916.29
Number of pixels 9
Range of x coordinates 1-3
Range of y coordinates 1-3
Range of intensities 0-146
Median of intensities 0
Intensities > 0 28.02 %
Number of zero TICs 0

Preprocessing

Normalization FALSE
Smoothing FALSE
Baseline reduction FALSE
Peak picking FALSE
Centroided FALSE

# valid masses in Testfile_analyze75 5/6
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2) Number of calibrants per pixel
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3A) massl (869.51 = 0.5 Da)
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3B) mass2 (1001.62 £+ 0.5 Da)
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3C) mass3 (1023.6 = 0.5 Da)
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3D) 854.5 (854.5 + 0.5 Da)
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3E) 1296.7 (1296.7 + 0.5 Da)
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4) Number of peaks per pixel
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5) Total lon Chromatogram
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6) Most abundant m/z in each pixel

m/z
1300

1100

900




loadings

-0.1 0.1

-0.3

7) PCA for two components
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Number of peaks

= # spectra
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8a) Number of peaks per spectrum
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8b) Number of peaks per spectrum
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Total ion chromatogram intensity
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9a) TIC per pixel
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9b) TIC per spectrum
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10) intensity of calibrants over acquisition
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11a) Number of peaks for each mz
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11b) Number of peaks per mz
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Intensity sum
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Intensity

Intensity

Average spectrum

o _|

—

o _|

—

LD —]

o —]

I I I
800 1200 1600
m/z

Spectrumatx=1,y=2

o

2

e
o

I
800

I
1200

m/z

I
1600

Intensity

Intensity

Spectrum in middle of acquisition

Q
™

Q

e | | | | | |
800 1200 1600

m/z

Spectrumatx=1,y=1

o

(4p]

0 _|

N

o _|

(qV]

0 _|

—

o

—

n

o

| | | | | |
800 1200 1600
m/z



869.51

pixel in middle of acquisition

g¢ 0¢ ST 0T S0 00

average spectrum

g

Al1suaiu|

Al1suaiu|

870 871 872

869

870 871 872

869

m/z

m/z

-
I
>
5
I
P
©
£
=
©
4]
o
7p]
_ _ _ _
0T 8 9 14
Alisuaiu|
N
I
>
5
I
P
©
£
=
©
4]
o
7p]

0T 80 90 vO0 20 00

Alisuaiu|

870 871 872

869

870 871 872

869

m/z

m/z



Intensity

Intensity

1.2

0.8

0.4

0.0

00 02 04 06 08 1.0

average spectrum

1001

1002 1003 1004

m/z

Spectrumatx=1,y=2

I o
1001

|: I I
1002 1003 1004

m/z

1001.62

Intensity

Intensity

1.2

0.0

0 1 2 3 45 6 7

pixel in middle of acquisition

=
1001

1002

I
1003

m/z

I
1004

Spectrumatx=1,y=1

,V
1001

: B
1002

I
1003

m/z

NI
1004




Intensity

Intensity

00 05 10 15 20 25

00 02 04 06 08 1.0

average spectrum

1023 1024

1025

m/z

I
1026

Spectrumatx=1,y=2

I : I :
1023 1024

I
1025

m/z

Jul

1026

1023.6

Intensity

Intensity

0.8 1.2

0.4

0.0

pixel in middle of acquisition

I
1023

,r,
1024

I
1025

m/z

I
1026

Spectrumatx=1,y=1

I
1023

: B
1024

I
1025

m/z

I
1026




