>

-H,0

204.086
OH
30 o
0
g 251 ho OH
< HoN__ _CH
] 2! 3
£ 204 g
E o
< precursor:
o 154
222.097
E -2H,0
3 40 186.076
B 2 3H,0
51 S o [168.065
N » r 222097
ok .".‘.'I. .“‘.‘I.ll B P
100 120 140 160 180 200 220
m/z
C 3H,0
100 . 140,034
3 o]
i
90
HO.
80 ?
8 70{ +Ho OH
< -
_§ 650 OH H,O
= precursor: 176.055
250
< 194.066
= 40
©
& 30
20 -2H,0
10 112030 | 158,045
Ve

60 80 100 120 140 160 180 200

m/z

B -30
138.055 300 oy
304 CHy
HO. "
i |
25 4 || and s
@
Q HN CH; HN CH.
c 3 3
§ 2] T
% [e] Q
=)
< 45 -42
3]
=z
4]
© 101 -28
= -42 ’gs precursor:
98.060 ~ 168.065
5 -42 2 :
I 126,055 § 148941
0 L - , L : L : .
90 100 110 120 130 140 150 160 17:,0
m/Z
D 28
100- 112,039
90
80
8 70
c -
©
2 60
57
2 50 28 0o
P
Z 401 28
5 4
° -28 precursor:
T 204 -28
& 307 - s -17 140,034
= ~
20 =] w0 =
1 < s} =
B [} S o o«
10 | 6 ~
] i T
0+ T T T e T T T T T T r T
75 80 85 90 95 100 105 110 115 120 125 130 135 140
mfz

Figure S1: MS" of N-acetyl glucosamine and glucuronamide. A, MS? spectrum of N-acetyl
glucosamine showing losses of one, two and three water molecules. The boxed product ion (m/z
168.065) was targeted for MS* analysis. B, MS* spectrum of m/z 168 (222.0900@cid30.00
204.0800@cid30.00 168.0600@cid30.00). C, MS? spectrum of glucuronamide showing losses of one,
two and three water molecules. The boxed product ion (m/z 140.034) was targeted for MS® analysis. D,
MS? spectrum of m/z 140 (194.0600@cid50.00 140.0340@cid25.00). The proposed structure and
fragmentation of the dehydrated parent ions are shown. Both spectra were acquired by direct infusion

into the Orbitrap Lumos instrument.





