Quality control of MSI data

Filename: Testfile_analyze75
properties values

Number of mz features 3672
Range of mz values [Da] 1199.47 — 1356.08
Number of pixels

Range of x coordinates 1-3
Range of y coordinates 1-3
Range of intensities 3-84
Median of intensities 9
Intensities > 0 100 %
Number of zero TICs 0

Preprocessing

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

# peptides in
inpt?tpiptides.txt 176

# calibrants in

1/3
inputcalibrantfile2.txt
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TIC per spectrum

2
7
c
[}
k=
5 40000
(@)
e
g L]
5 35000 —
<
o
S 30000 . :
5 | | l |
° 2 : ° 8
Spectra index
(= Acquisition time)
TIC per spectrum
© 3.0 1
D 2.5 —
7]
+ 2.0
1
> 1.5
= 1.0
5 :
g 0.5
L 0.0 —

I I I I I I
10.2 10.3 10.4 10.5 10.6 10.7

log(TIC per spectrum)



Number of peaks

Frequency

12
11
10

O N 0 ©

3000

2000

1000

Number of peaks per mz

— 1111

1200

1250 1300 1350
mz in Dalton
Number of peaks per mz
| | | | |
6 7 8 10

Number of peaks per mz

Coverage of spectra [%]



300
250
200
150

Intensity sum

100

1200
1000
800
600
400
200

Frequency

Sum of intensities per mz

. ! o ; :
* . ¢ L . . 3 « !
L/ ‘s ° & s o % ® 0 -
T R - day 2 38 b o
1 ;"f%‘x ""‘ & ’g‘b" d%‘;“ ° :%"!;‘ 53‘ L T NS :5! ’i
K . om— | T © RS
A vew W e v g ves o ) 3% e o v e’ o v ' (ad
I I I I
1200 1250 1300 1350
mz in Dalton

Sum of intensities per mz

4.5 5.0

log (sum of intensities per mz)

5.5




15000

10000

5000

Frequency

11.0
10.5
10.0

Median spectrum intensity

® ® © ©
o o1 O O

Log2-transformed intensities

log?2 intensities

Median intensity per spectrum

4 6
Spectra index
(= Acquisition time)




Frequency

250

200

150

100

50

Histogram of mz values

1200

1250 1300

mz in Dalton

1350




Intensity

Intensity

15 20 25 30

10

40

30

20

10

Average spectrum Spectrum in middle of acquisition

o
Lo

o
<

30

Intensity

20

10

I I I
1200 1250 1300 1350

m/z

Spectrumatx =3,y =2

40

30

Intensity
20

10

I I I
1200 1250 1300 1350

m/z

I I I I
1200 1250 1300 1350

m/z

Spectrumatx=1,y=1

I I I I
1200 1250 1300 1350

m/z



Intensity

Intensity

18

14

10

20

15

10

average spectrum

1296 1297 1298 1299

m/z

Spectrumatx =3,y =2

1296 1297 1298 1299

m/z

1296.7

Intensity

Intensity

15 20 25

10

15 20 25

10

pixel in middle of acquisition

1296

1297

I
1298

m/z

I
1299

Spectrumatx=1,y=1

1296

1297

I
1298

m/z

I
1299




Theoretical calibrant mz vs. closest measured mz
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