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Table S1. GSH-ONE-modified #LG peptides detected by HPLC-ESI-MS/MS in the

chymotryptic digest

. s Mass of GSH-ONE-modified peptide Modified
Peptide sequence Position Theoretical Observed residue

LIVTQ 1-5 998.52/1007.58 998.59/1007.60 L1

LIVTQT 1-6 1099.57/1108.63 1099.59/1108.64 L1

KGL 8-10 742.38/751.44 742.46/751.48 K8

KGLDIQ 8-13 1098.55/1107.61 1098.57/1107.58 K8

KGLDIQKVAGTW 8-19 1740.89/1749.95 1740.81/1749.89 K8

KGLDIQKVAGTW 8-19 1740.89/1749.95 1740.86/1749.88 K14
DIQKVAGTW 11-19 1442.71/1451.75 1442.61/1451.64 K14
KVAGTW 14-19 1086.53/1095.59 1086.50/1095.60 K14
VEELKPTPEGDLEIL 43-57 2107.05/2116.11 1054.36/1058.90" K47
LQKW 58-61 999.50/1008.55 999.52/1008.57 K60
QKW 59-61 886.41/895.47 886.35/895.43 K60
TKIPAVF 76-82 1200.63/1209.69 1200.67/1209.66 K77
KIDAL 83-87 984.51/993.56 984.50/993.56 K83
KIDALN 83-88 1098.55/1107.61 1098.54/1107.51 K83
KIDALNENKVL 83-93 1681.88/1690.94 1681.76/1690.74 K83
KIDALNENKVL 83-93 1681.88/1690.94 1681.82/1690.91 K91
NENKVL 88-93 1141.56/1150.61 1141.55/1150.57 K91
KVL 91-93 784.43/793.48 784.44/793.48 K91
KKY 100-102 863.43/872.49 863.49/872.54 K100




KKY 100-102 863.43/872.49 863.51/872.56 K101

VRTPEVDDEALEKF 123-136 2072.99/2082.04 1037.39/1041.85" K135

DKAL 137-140 871.42/880.48 871.42/880.53 K138

KALPM 141-145 984.49/993.55 984.53/993.58 K141

#: double charged peak

Table S2. Carnosine-ONE-modified #LG peptides detected by HPLC-ESI-MS/MS

in the chymotryptic digest

Mass of Carnosine—ONE-modified peptide Modified

Peptide sequence Position Theoretical Observed residue

KGL 8-10 661.40/670.43 661.47/670.57 K8

VEELKPTPEGDLEIL 43-57 2026.07/2035.10 1013.80/1018.74" K47

LOKW 5861 918.52/927.55 918.56/927.57 K60

KIDAL 83-87 903.53/912.57 903.59/912.58 K83

KIDALNENKVL 83-93 1600.91/1609.93 1600.80/1609.90 K91

KKY 100-102 782.46/791.48 782.44/791.58 T

VRTPEVDDEALEKF 123-136 1992.01/2001.03 996.85/1001.31" K135

DKAL 137-140 790.45/799.47 790.50/799.49 K138

KALPM 141-145 903.51/912.54 903.60/912.58 K141

HIRL 146-149 882.53/891.56 882.66/891.86 H146

#: double charged peak
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Figure S1. SIC and tandem mass spectrum of modified LIVTQTM®K at L1 by GSH—dq-
ONE MA (1™ trace and 1% spectrum) or GSH—ds-ONE MA (2" trace and 2" spectrum).
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Figure S2. SIC and tandem mass spectrum of modified *LIVTQTMKGLDIQ™K at L1 or
K8 by GSH-do-ONE MA (1™ trace and 1% spectrum) or GSH-ds-ONE MA (2™ trace and
2" spectrum).
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Figure S3. SIC and tandem mass spectrum of modified
“\VYVEELKPTPEGDLEILLQ®K at K47 by GSH-d-ONE MA (1™ trace and 1°
spectrum) or GSH—dg-ONE MA (2" trace and 2" spectrum).
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Figure S4. SIC and tandem mass spectrum of modified **WENDEC*AQK™’K at K69 by
GSH-do-ONE MA (1™ trace and 1% spectrum) or GSH-ds-ONE MA (2™ trace and 2"

spectrum).
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Figure S5. SIC and tandem mass spectrum of modified **WENGEC*AQK "°K at K69 by
GSH-do-ONE MA (1" trace and 1% spectrum) or GSH—do-ONE MA (2 trace and 2"

spectrum).
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Figure S6. SIC and tandem mass spectrum of modified °KIIAE™K at K70 by GSH—do-
ONE MA (1" trace and 1% spectrum) or GSH—ds-ONE MA (2" trace and 2™ spectrum).
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Figure S7. SIC and tandem mass spectrum of modified “IIAEKT'K at K75 by
GSH—do-ONE MA (1" trace and 1% spectrum) or GSH—do-ONE MA (2 trace and 2"
spectrum).
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Figure S8. SIC and tandem mass spectrum of modified “TKIPAVF®K at K77 by
GSH—do-ONE MA (1" trace and 1% spectrum) or GSH—do-ONE MA (2 trace and 2"
spectrum).
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Figure S9. SIC and tandem mass spectrum of modified "]IPAVFKIDALNEN®!K at K83
by GSH-do-ONE MA (1™ trace and 1% spectrum) or GSH—ds-ONE MA (2™ trace and 2™
spectrum).
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Figure S10. SIC and tandem mass spectrum of modified *IDALNENKVLVLDTDY®K
at K91 by GSH-do-ONE MA (1™ trace and 1% spectrum) or GSH—ds-ONE MA (2" trace
and 2" spectrum).
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Figure S11. SIC and tandem mass spectrum of modified *VLVLDTDYK'K at K100
by GSH—-do-ONE MA (1™ trace and 1% spectrum) or GSH—ds-ONE MA (2™ trace and 2™
spectrum).
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Figure S12. SIC and tandem mass spectrum of modified *>TPEVDDEALEKFD¥K at
K135 by GSH-do-ONE MA (1™ trace and 1% spectrum) or GSH—ds-ONE MA (2™ trace
and 2" spectrum).
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Figure S13. SIC and tandem mass spectrum of modified **FDKAL*K at K138 by
GSH-do-ONE MA (1" trace and 1% spectrum) or GSH—do-ONE MA (2 trace and 2"
spectrum).
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Figure S14. SIC and tandem mass spectrum of modified **ALKALPMHI**R at K141
by GSH-do-ONE MA (1" trace and 1% spectrum) or GSH—do-ONE MA (2" trace and 2"
spectrum).
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Figure S15. SIC and tandem mass spectrum of modified 'LIVTQTM®K at L1 by
carnosine—do-ONE MA (1™ trace and 1% spectrum) or carnosine—de-ONE MA (2" trace
and 2" spectrum).
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Figure S16. SIC and tandem mass spectrum of modified
“\/YVEELKPTPEGDLEILLQ®K at K47 by carnosine—d-ONE MA (1™ trace and 1°
spectrum) or carnosine—dg-ONE MA (2" trace and 2" spectrum).

RT: 6.26-46.25 SM: 7G
3250 NL: 3.26E5
5100 71| IAE KT77K 254 @2 eionario
g 80 \ 4455  F+cESIFull ms
H -_ (500.00-2000.00] MS
2 60 37 30.24 24.48 38.10 LG-Camo-ONEd0d9
2 40: 17.65 1060 2369 5,50 -~ 30.54 37.69 3927 40.26 45,08
£
H 20 1133 1301 1369 1449 1665 53 25.34 36.74 3721
o NL: 3.78E5
100 miz= 1155,10-1156.10
5 80 Fi+ CESI Full ms
I [500.00-2000.00] MS
H 15,67 LG-Camo-ONEd0d9
g 25.11 30.83 33.14 dose 1233 4420 S5
2 3430 3549 3727 4350
z
£ 203 705 4, 44 1133 1236 o 17.43 3
& s
L e e o L e s o e e e R B o e A B B N VI Al s B e e e e
8 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40 a2 a4 46
Time (min)
100 1128.49 NL: 6.01E4
8 1057.56 LG-Camo-ONEd0d9#795
5 80 RT:22.57 AV:1T:+CESI
I d Full ms2
2 1146.61@cid35.00
3 40 305.00-2000.00]
] 920.40 1018.53
z 90227
: 71515 53118 oaso | | oarss 2450 | aoa02s Jiossas MU
It 113861 NL: 4.63E4
B LG-Camo-ONEA09#789
80 RT:22.39 AV:1T: +CESI
0 d Full ms2
1066.63 1155.61@cid35.00
40 102154 305.00-2000.00]
1003.44 112061
20 92931
soag1 7118 795.13 840.25 893,74 912.61 992.35 ‘ | ‘ 1042.42 108453 i
L L L e e e e e e e L e o 0 S s e e o s B L B e L A e e B e e e e B e e AL
650 700 750 800 850 900 950 1000 1050 1100 1150
miz

Figure S17. SIC and tandem mass spectrum of modified NIAEKT''K at K75 by
carnosine—do-ONE MA (1" trace and 1% spectrum) or carnosine—ds-ONE MA (2 trace
and 2" spectrum).
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Figure S18. SIC and tandem mass spectrum of modified KIIAE™K at K70 by
carnosine—do-ONE MA (1™ trace and 1% spectrum) or carnosine—de-ONE MA (2" trace
and 2" spectrum).
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Figure S19. SIC and tandem mass spectrum of modified "*TKIPAVF®K at K77 by
carnosine—do-ONE MA (1™ trace and 1% spectrum) or carnosine—de-ONE MA (2" trace
and 2™ spectrum).
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Figure S20. SIC and tandem mass spectrum of modified **FDKAL*K at K138 by
carnosine—do-ONE MA (1™ trace and 1% spectrum) or carnosine—de-ONE MA (2" trace

and 2" spectrum).
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Figure S21. SIC and tandem mass spectrum of modified “?ALPMHI***R at H146 by
carnosine—do-ONE MA (1™ trace and 1% spectrum) or carnosine—de-ONE MA (2" trace
and 2" spectrum).



