
RT0.0

0.5

1.0

1.5

2.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

800
RT, n = 10514

400 500 600 700 800 900 1000
0

100

200

300

400

m/z, n = 10514

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

Precursor Charge

0 20 40 60 80 100 120
0

50

100

150

200

250

300

350

Precursors per protein group, n = 1739

0.0 0.2 0.4 0.6 0.8 1.0
0

200

400

600

800

1000

1200

1400

1600

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S01



RT0

2

4

6

8

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

RT, n = 9637

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350
m/z, n = 9637

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

Precursor Charge

0 20 40 60 80 100
0

50

100

150

200

250

Precursors per protein group, n = 1369

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500
Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S02



RT0

1

2

3

4

5

6

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

RT, n = 10749

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

m/z, n = 10749

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

Precursor Charge

0 20 40 60 80 100 120 140
0

25

50

75

100

125

150

175

200
Precursors per protein group, n = 1288

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

2500
MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500
Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S03



RT0.0

0.2

0.4

0.6

0.8

1.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e10 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600
RT, n = 9969

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

m/z, n = 9969

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

Precursor Charge

0 20 40 60 80 100 120 140
0

25

50

75

100

125

150

175

200

Precursors per protein group, n = 1291

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

0.40

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20
0

250

500

750

1000

1250

1500

1750

2000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S04



RT0.0

0.2

0.4

0.6

0.8

1.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e10 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600
RT, n = 10898

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

400
m/z, n = 10898

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

Precursor Charge

0 20 40 60 80 100 120
0

50

100

150

200

250

300
Precursors per protein group, n = 1598

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S05



RT0

1

2

3

4

5

6

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

200

400

600

800

RT, n = 15245

400 500 600 700 800 900 1000
0

100

200

300

400

500

m/z, n = 15245

1 2 3 4 5
0

2000

4000

6000

8000

Precursor Charge

0 50 100 150 200
0

50

100

150

200

250

300

350

400
Precursors per protein group, n = 2079

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500

3000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S06



RT0

1

2

3

4

5

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

RT, n = 14787

400 500 600 700 800 900 1000
0

100

200

300

400

500

m/z, n = 14787

1 2 3 4 5
0

2000

4000

6000

8000

Precursor Charge

0 50 100 150 200 250
0

50

100

150

200

250

Precursors per protein group, n = 1793

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

2500

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.000

0.025

0.050

0.075

0.100

0.125

0.150

0.175

0.200

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25
0

500

1000

1500

2000

2500

3000

3500

4000
Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S07



RT0.0

0.5

1.0

1.5

2.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

RT, n = 9900

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350
m/z, n = 9900

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000
Precursor Charge

0 25 50 75 100 125 150 175 200
0

50

100

150

200

250
Precursors per protein group, n = 1323

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.0

0.1

0.2

0.3

0.4

0.5

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20
0

500

1000

1500

2000

2500
Peak Width (FWHM)

4 6 8 10 12
RT

0.000

0.025

0.050

0.075

0.100

0.125

0.150

0.175

0.200

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S08



RT0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

200

400

600

800

1000
RT, n = 13121

400 500 600 700 800 900 1000
0

100

200

300

400

m/z, n = 13121

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

8000

Precursor Charge

0 25 50 75 100 125 150 175 200
0

50

100

150

200

250

300

Precursors per protein group, n = 1766

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20
0

500

1000

1500

2000

2500

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S09



RT0.0

0.2

0.4

0.6

0.8

1.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

RT, n = 10295

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

m/z, n = 10295

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000
Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

250

Precursors per protein group, n = 1508

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20
0

250

500

750

1000

1250

1500

1750

2000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S10



RT0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

RT, n = 6039

400 500 600 700 800 900 1000
0

50

100

150

200

250

m/z, n = 6039

1 2 3 4 5
0

1000

2000

3000

4000

Precursor Charge

0 20 40 60 80 100 120 140
0

50

100

150

200

250
Precursors per protein group, n = 1107

0.0 0.2 0.4 0.6 0.8 1.0
0

200

400

600

800

1000
MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.0

0.1

0.2

0.3

0.4

0.5

0.6

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

200

400

600

800

1000

1200

1400

1600

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S11



RT0.0

0.5

1.0

1.5

2.0

2.5

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

800

RT, n = 11043

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

m/z, n = 11043

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

Precursor Charge

0 25 50 75 100 125 150 175 200
0

50

100

150

200

250

300

Precursors per protein group, n = 1552

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6
M

S2
 m

/z
 d

el
ta

 (p
pm

)
MS2 m/z delta (ppm) vs m/z

0.000 0.025 0.050 0.075 0.100 0.125 0.150 0.175 0.200
0

500

1000

1500

2000

2500

3000
Peak Width (FWHM)

4 6 8 10 12
RT

0.000

0.025

0.050

0.075

0.100

0.125

0.150

0.175

0.200

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S12



RT0.0

0.5

1.0

1.5

2.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

50

100

150

200

250

300

350

400

RT, n = 7942

400 500 600 700 800 900 1000
0

50

100

150

200

250

m/z, n = 7942

1 2 3 4 5
0

1000

2000

3000

4000

5000
Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

Precursors per protein group, n = 1189

0.0 0.2 0.4 0.6 0.8 1.0
0

200

400

600

800

1000

1200

1400

1600

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

2.0

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

2.0

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25
0

250

500

750

1000

1250

1500

1750

2000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S13



RT0.0

0.2

0.4

0.6

0.8

1.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

RT, n = 10903

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

400
m/z, n = 10903

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

Precursors per protein group, n = 1434

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

0.40

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25
0

500

1000

1500

2000

2500
Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S14



RT0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

RT, n = 11338

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

m/z, n = 11338

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000
Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

Precursors per protein group, n = 1448

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

2500

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.0

0.1

0.2

0.3

0.4

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S15



RT0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

RT, n = 11972

400 500 600 700 800 900 1000
0

100

200

300

400

m/z, n = 11972

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

8000
Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

250

Precursors per protein group, n = 1670

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400
m/z

6

4

2

0

2

4

6
M

S2
 m

/z
 d

el
ta

 (p
pm

)
MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25
0

500

1000

1500

2000

2500

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S16



RT0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

200

400

600

800

RT, n = 17124

400 500 600 700 800 900 1000
0

100

200

300

400

500

600

m/z, n = 17124

1 2 3 4 5
0

2000

4000

6000

8000

10000

Precursor Charge

0 50 100 150 200 250 300 350
0

50

100

150

200

250

Precursors per protein group, n = 1887

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

2000
MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.000

0.025

0.050

0.075

0.100

0.125

0.150

0.175

0.200

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25 0.30
0

500

1000

1500

2000

2500

3000

3500

4000
Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S17



RT0.0

0.5

1.0

1.5

2.0

2.5

3.0

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

RT, n = 13002

400 500 600 700 800 900 1000
0

100

200

300

400

m/z, n = 13002

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000

8000

Precursor Charge

0 25 50 75 100 125 150 175 200
0

50

100

150

200

250

Precursors per protein group, n = 1582

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

400 600 800 1000 1200 1400
m/z

8

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20
0

500

1000

1500

2000

2500

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S18



RT0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

700

RT, n = 11217

400 500 600 700 800 900 1000
0

50

100

150

200

250

300

350

400
m/z, n = 11217

1 2 3 4 5
0

1000

2000

3000

4000

5000

6000

7000
Precursor Charge

0 25 50 75 100 125 150 175
0

50

100

150

200

250
Precursors per protein group, n = 1474

0.0 0.2 0.4 0.6 0.8 1.0
0

250

500

750

1000

1250

1500

1750

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

0.30

0.35

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400
m/z

6

4

2

0

2

4

6

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.00 0.05 0.10 0.15 0.20 0.25
0

500

1000

1500

2000

2500

3000

Peak Width (FWHM)

4 6 8 10 12
RT

0.00

0.05

0.10

0.15

0.20

0.25

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S19



RT0.0

0.2

0.4

0.6

0.8

1.0

1.2

1.4

1.6

To
ta

l M
S1

 si
gn

al
 a

t a
pe

x

1e9 Identified MS1 TIC

2 4 6 8 10 12
0

100

200

300

400

500

600

RT, n = 8631

400 500 600 700 800 900 1000
0

50

100

150

200

250

300
m/z, n = 8631

1 2 3 4 5
0

1000

2000

3000

4000

5000
Precursor Charge

0 20 40 60 80 100 120 140
0

25

50

75

100

125

150

175

Precursors per protein group, n = 1123

0.0 0.2 0.4 0.6 0.8 1.0
0

500

1000

1500

2000

MS1 Profile Correlation

40 20 0 20 40 60 80 100
library RT

4

6

8

10

12

RT

RT vs library RT

4 6 8 10 12
Predicted.RT

4

6

8

10

12

RT

RT vs Predicted.RT

4 6 8 10 12
RT

400

500

600

700

800

900

m
/z

m/z vs RT

0.4 0.2 0.0 0.2 0.4
Predicted.IM

0.4

0.2

0.0

0.2

0.4

IM

IM vs Predicted.IM

400 500 600 700 800 900
m/z

0.4

0.2

0.0

0.2

0.4

IM

IM vs m/z

4 6 8 10 12
RT

0.0

0.1

0.2

0.3

0.4

0.5

No
rm

al
iza

tio
n 

Fa
ct

or

Normalisation Factor vs RT

4 6 8 10 12
RT

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs RT

400 500 600 700 800 900
m/z

1.5

1.0

0.5

0.0

0.5

1.0

1.5

2.0

M
S1

 m
/z

 d
el

ta
 (p

pm
)

MS1 m/z delta (ppm) vs m/z

4 6 8 10 12
RT

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs RT

200 400 600 800 1000 1200 1400 1600
m/z

6

4

2

0

2

4

6

8

M
S2

 m
/z

 d
el

ta
 (p

pm
)

MS2 m/z delta (ppm) vs m/z

0.000 0.025 0.050 0.075 0.100 0.125 0.150 0.175 0.200
0

250

500

750

1000

1250

1500

1750

Peak Width (FWHM)

4 6 8 10 12
RT

0.000

0.025

0.050

0.075

0.100

0.125

0.150

0.175

FW
HM

Peak FWHM vs RT

-45.6 -19.8 6.0 31.9 57.7 83.5 109.3
library RT

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per library RT Bin

300400 500 600 700 800 900
m/z

0.0

0.2

0.4

0.6

0.8

1.0

Pr
op

or
tio

n

ID rate per m/z Bin

20250228_FL_Daniel_JR_S20


