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Supplemental Figure S1. Negative ion mode CAD of singly- (a) and doubly-deprotonated (b)

sulfonated caerulein. Sulfonate loss is indicated by # while electronic noise is indicated by *.
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Supplemental Figure S2.

Negative ion mode CAD of doubly-deprotonated sulfonated human

gastrin II. Sulfonate loss and water loss are indicated by # and 0, respectively, while electronic

noise is indicated by *
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Supplemental Figure S3. Negative ion mode CAD of singly- (a) and doubly-deprotonated (b)

sulfonated cholecystokinin (CCKS). Sulfonate loss and water loss are indicated by # and 0,

respectively, while electronic noise is indicated by *.
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Supplemental Figure S4. Negative ion mode CAD of singly-deprotonated sulfonated leucine-

enkephalin. Sulfonate loss is indicated by # while electronic noise is indicated by *.

b S0,
pEQD T@V\;M F-NH,

a)
3] [M-2HP" ;- co,
1#S0; loss x20 o X
-5 4 - O Hzo loss [MO_ 2H]2_ 8_ e
2 tey [M —2H]
s
e 34 [M - CO,-2H]%
é M~ CO, — 2HJ% [M - CO,—-2H]"
£ 2- [M"—2H] M*— 2T
§ 382_._ NH3 a--
> c r * 7
= [ \ . =
LT
0 . \ T L) lll L] \ L“ T L) T E . T L) L“ll L)
200 400 600 800 1000 1200 1400

m/z



b 0SO;
DYMGWMDEF-NH,

z

b)
10 7 M- 2H |[M - 2HJ>
1 \ x10
8 1 r2- .
g ] . C6 [M - 2H]
Ce™ 3 .

”§ 61 6\ [M’- 2H
CE I [M—CO,—2H]" | {
2 [M"- CO, — 2H]"

800 1000 1200

200 400 600 |1/z

‘0,50

:
OEGPWLEEEEEAYGWMDF-NH,
y

z

10 7 [M —2HJ*>
] x10

8 T [M - 2H]"

4] [M - CO,— 2H]"

- [M— CO,— 2HJ>

Percent abundance

| | J A l

250 500 750 1000 /1250 1500 1750 2000 2250
m/z

Supplemental Figure S5. EDD of doubly-deprotonated caerulein (a), CCKS (b), and gastrin II
(c). Sulfonate loss and water loss are indicated by # and 0, respectively, while electronic noise is

indicated by *.
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Supplemental Figure S6. NETD of doubly-deprotonated sulfonated cholecystokinin (CCKS).

Sulfonate loss is indicated by #.
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Supplemental Figure S7. NETD of doubly- (a), triply- (b) and quadruply-deprotonated (c)

sulfonated human gastrin II. No sulfonate loss was observed in any of these three spectra but

sequence coverage is low. Water loss is indicated by 9.
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Supplemental Figure S8. niECD of singly-deprotonated sulfonated cionin. Sulfonate loss is
indicated by #. Electronic noise is indicated by *. Charge location is arbitrarily assigned to the

sulfonate residue.



