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Figure Sl1a Fragment distribution of the peptide SGXGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1b Fragment distribution of the peptide SGR(Me)GK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1c Fragment distribution of the peptide SGRGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1d Fragment distribution of the peptide Ac-SGXGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure Sle Fragment distribution of the peptide Ac-SGR(Me)GK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1f Fragment distribution of the peptide Ac-SGRGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1g Fragment distribution of the peptide pSGXGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1h Fragment distribution of the peptide pSGR(Me)GK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S1i Fragment distribution of the peptide pSGRGK upon higher-energy collision-induced
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Figure S1j Fragment distribution of the peptide Ac-pSGXGK upon higher-energy collision-induced

dissociation (HCD) as a function of collision energy
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Figure S1k Fragment distribution of the peptide Ac-pSGR(Me)GK upon higher-energy collision-
induced dissociation (HCD) as a function of collision energy
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Figure S1l Fragment distribution of the peptide Ac-pSGRGK upon higher-energy collision-induced
dissociation (HCD) as a function of collision energy
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Figure S2a ETD tandem mass spectrum of the peptide SGRGK
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Figure S2b ETD tandem mass spectrum of the peptide Ac-SGRGK
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Figure S2c ETD tandem mass spectrum of the peptide pSGRGK
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Figure S2d ETD tandem mass spectrum of the peptide Ac-pSGRGK
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Figure S2e ETD tandem mass spectrum of the peptide SGR(Me)GK
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Figure S2f ETD tandem mass spectrum of the peptide Ac-SGR(Me)GK
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Figure S2g ETD tandem mass spectrum of the peptide pSGR(Me)GK
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Figure S2h ETD tandem mass spectrum of the peptide Ac-pSGR(Me)GK
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Figure S2i ETD tandem mass spectrum of the
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Figure S2j ETD tandem mass spectrum of the peptide Ac-SGXGK
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Figure S2k ETD tandem mass spectrum of the peptide pSGXGK
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Figure S2| ETD tandem mass spectrum of the peptide Ac-pSGXGK
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20180122_1.pepid_EThCD30% #1-85 RT: 0.00-0.44 AV: 85 NL: 1.BSEB
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Figure S3b EThcD tandem mass spectrum of the peptide Ac-SGRGK
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Figure S3c EThcD tandem mass spectrum of the peptide pSGRGK
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Figure S3f EThcD tandem mass spectrum of the peptide Ac-SGR(Me)GK
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Figure S3g EThcD tandem mass spectrum of the peptide pSGR(Me)GK
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Figure S3i EThcD tandem mass spectrum of the peptide SGXGK
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Figure S3j EThcD tandem mass spectrum of the peptide Ac-SGXGK
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20180122_11. peptid_EThcD35% #1-54 RT: 0.00-0.40 AV: 54 NL: 208ES

F: FTMS + p ESlsa Full ms2 263.1200@etI50.00 253.1200@hcd35.00 [50.0000-600.0000]
100, 70.0288

Relative Abundance

= B B § & & & & 8
IR T O 0 O 0 A A O A A B B I

L=

128.1022
a4.0808

186.1235
88.0554 |ia7q127

2041340

258

2356211

pPSGXGK

1444

5422332
5B5 2381

267.1083

4722512
401.2137

3581828

2841348

4381332

&

100 150 200

J 1315.1509
NoE T

300 350 400 450 S00 550 &S00
iz

Figure S3k EThcD tandem mass spectrum of the peptide pSGXGK
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Figure S3| EThcD tandem mass spectrum of the peptide Ac-pSGXGK
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Figure S4 Representation of ‘unusual isotope distributions’ in the EThcD spectrum of the peptide
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Figure S5 Representation of isocyanic acid loss (@) from all fragments that contain the citrulline
residue in an EThcD tandem mass spectrum
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Figure S6 Representation of a false neutral loss of isocyanic acid (@) for the peptide pSGR(Me)GK
which lacks a citrulline residue
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