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Table S1. Drift times for assigned peptide ions from experimental runs employing 
random mobility selection. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Peptide Iona m /z b Run 1c Run 2c Run 3c Averaged CVe

[QRLIFAGKQ+3H]3+ 354.58 6.96 7.01 6.93 6.97 0.58

[NIQ+H]+ 374.27 8.25 8.30 8.22 8.26 0.49

[HLVLRL+2H]2+ 375.77 6.91 6.97 6.90 6.93 0.55

[GIPPDQQ+2H]
2+

377.75 6.33 6.39 6.35 6.36 0.48

[KIQDKE+2H]
2+

380.72 6.20 6.25 6.20 6.22 0.46

[VLRLRGG+2H]
2+

385.77 6.94 6.98 6.92 6.95 0.44

[IFAGKQL+2H]2+ 388.75 6.07 6.11 6.10 6.09 0.34

[DKE+H]+ 391.24 8.46 8.55 8.43 8.48 0.74

[VKTLTGKTITL+3H]3+ 392.28 7.11 7.07 7.05 7.08 0.43

[NIQKESTLHL+3H]3+ 394.92 6.46 6.50 6.46 6.47 0.36

[KESTLHL+2H]
2+

414.25 6.49 6.56 6.52 6.52 0.54

[QRL+H]
+

416.26 8.51 8.56 8.47 8.51 0.53

[NVKAA]
+

431.33 9.07 9.16 9.08 9.10 0.54

[NIQKESTL+2H]2+ 466.79 7.61 7.70 7.60 7.64 0.72

[HLVL]+ 481.34 9.42 9.49 9.40 9.44 0.50

[VLRL]+
500.40 10.62 10.73 10.60 10.65 0.66

aPeptide ion assignments based on m/z matches to monoisotopic peaks and charge (obtained from isotopic distrbution)
bExperimental m /z  values for monoisotopic peaks from the 2D datasets
cIon drift times in ms as obtained from 2D dataset centroids for the assigned ions
dAverage ion drift times in ms for the three experimental runs
eCoefficients of variation for the drift times expressed as a percentage



Table S2. Drift times for assigned peptide ions from experimental runs employing 
sequential mobility selection. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Peptide Iona m /z b Run 1c Run 2c Run 3c Averaged CVe

[QRLIFAGKQ+3H]3+ 354.58 7.00 6.96 6.99 6.98 0.30

[NIQ+H]+ 374.27 8.26 8.23 8.20 8.22 0.26

[HLVLRL+2H]2+ 375.77 6.93 6.91 6.91 6.91 0.00

[GIPPDQQ+2H]
2+

377.75 6.31 6.35 6.29 6.32 0.67

[KIQDKE+2H]
2+

380.72 6.23 6.20 6.18 6.19 0.23

[VLRLRGG+2H]
2+

385.77 6.98 6.93 6.91 6.92 0.20

[IFAGKQL+2H]2+ 388.75 6.07 6.00 6.06 6.03 0.70

[DKE+H]+ 391.24 8.47 8.40 8.50 8.45 0.84

[VKTLTGKTITL+3H]3+ 392.28 7.08 7.07 7.08 7.08 0.10

[NIQKESTLHL+3H]3+ 394.92 6.50 6.48 6.46 6.47 0.22

[KESTLHL+2H]
2+

414.25 6.51 6.50 6.47 6.49 0.33

[QRL+H]
+

416.26 8.53 8.46 8.51 8.49 0.42

[NVKAA]
+

431.33 9.08 9.03 9.08 9.06 0.39

[NIQKESTL+2H]2+ 466.79 7.68 7.65 7.67 7.66 0.18

[HLVL]+ 481.34 9.44 9.40 9.43 9.42 0.23

[VLRL]+
500.40 10.68 10.70 10.66 10.68 0.26

aPeptide ion assignments based on m/z matches to monoisotopic peaks and charge (obtained from isotopic distrbution)
bExperimental m /z  values for monoisotopic peaks from the 2D datasets
cIon drift times in ms as obtained from 2D dataset centroids for the assigned ions
dAverage ion drift times in ms for the three experimental runs
eCoefficients of variation for the drift times expressed as a percentage



Table S3. Drift times for D2O-exposed peptide ions from experimental runs employing 
sequential mobility selection. 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

Peptide Iona m /z b Run 1c Run 2c Run 3c Averaged CVe

[QRLIFAGKQ+3H]3+ 354.58 8.77 8.65 8.65 8.69 0.80

[NIQ+H]+ 374.27 10.36 10.30 10.33 10.33 0.29

[HLVLRL+2H]2+ 375.77 8.99 8.89 8.92 8.93 0.57

[GIPPDQQ+2H]
2+

377.75 8.51 8.40 8.39 8.43 0.79

[KIQDKE+2H]
2+

380.72 8.32 8.23 8.20 8.25 0.76

[VLRLRGG+2H]
2+

385.77 9.02 8.92 9.00 8.98 0.59

[IFAGKQL+2H]2+ 388.75 7.80 7.74 7.80 7.78 0.45

[DKE+H]+ 391.24 10.42 10.36 10.42 10.40 0.33

[VKTLTGKTITL+3H]3+ 392.28 8.96 8.90 8.95 8.94 0.36

[NIQKESTLHL+3H]3+ 394.92 8.48 8.40 8.40 8.43 0.55

[KESTLHL+2H]
2+

414.25 8.60 8.52 8.50 8.54 0.62

[QRL+H]
+

416.26 10.47 10.40 10.42 10.43 0.35

[NVKAA]
+

431.33 10.96 10.82 10.90 10.89 0.64

[NIQKESTL+2H]2+ 466.79 9.47 9.60 9.45 9.51 0.86

[HLVL]+ 481.34 11.40 11.30 11.43 11.38 0.60

[VLRL]+
500.40 12.33 12.42 12.56 12.44 0.93

aPeptide ion assignments based on m/z matches to monoisotopic peaks and charge (obtained from isotopic distrbution)
bExperimental m /z  values for monoisotopic peaks from the 2D datasets
cIon drift times in ms as obtained from 2D dataset centroids for the assigned ions
dAverage ion drift times in ms for the three experimental runs
eCoefficients of variation for the drift times expressed as a percentage



 
Table S4. Structures of metabolite compounds used for the IMS-HDX-MS experiments 
and their reduced mobilities. 

Name Nominal m/za Structureb 
Reduced 
Mobilityc 

Alanine 90 

 

 
8.8 X 10-4 

 

Acetaminophen 152 

 

7.8 X 10-4 

Dopamine 154 

 

 
8.0 X 10-4 

 

Guanosine 284 

 

 
5.8 X 10-4 

 

a Nominal m/z associated with the monoisotopic peak for the respective compound 
b Molecular structure obtained from ChemDraw freeware  
c Reduced mobilities (m2·V-1·s-1) recorded for the respective compounds from measurements using He 
buffer gas. 
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Figure S14 

 

 

 

 

 

 

 

 

 

 

 

 

-30

20

70

120

170

220

148 150 152 154 156 158

-5

15

35

55

75

95

115

135

155

175

195

148 150 152 154 156 158

-5

15

35

55

75

95

115

135

155

175

148 150 152 154 156 158
-10

40

90

140

190

240

148 150 152 154 156 158

Sc
al

e
d

 In
te

n
si

ty
 (a

rb
it

ra
ry

 u
n

it
s)

A. B.

-40

10

60

110

160

210

260

148 150 152 154 156 158

Sc
al

e
d

 In
te

n
si

ty
 (a

rb
it

ra
ry

 u
n

it
s)

-30

20

70

120

170

220

270

148 150 152 154 156 158

Sc
al

e
d

 In
te

n
si

ty
 (a

rb
it

ra
ry

 u
n

it
s)

m/z m/z



 

 

 

 

Figure S15 
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Figure S16 
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