Supplementary Materials - Table 1

Supplemental Information

Table 1. Modified peptides identified in tryptic digests of minimally glycated HSA
Observed mass for collected peptides . . -
atgiven % acetonitrile (ACN) in water Pmrc:csi::ted Re(sAlal;es Type of modification® mgféﬁig
5% ACN | 10% ACN | 20% ACN | 30% ACN | 50% ACN
95549 |955.52 955.5470 (219-225 Argpyrimidine R222
(+80.0266)
971.54 971.5527 |[535-541 FL K536 or K538
(+162.0528)
1820.00 [1819.9701 {191-205 FL-1 H,O K195, K199
(+144.0423) | or 3-DG-H1 or THP or R197
2045.08 |2045.0339 |196-209 2FL K199 & K205
(+3241057)
2162.03 2162.0333 [467484 G-H1 R472
(+39.9949)
2163.06 2163.1180 |145-160 Pyrraline K159
(+108.0211)
2466.26 2466.2240 [200-218 AFGP K205, R209 or
(+2700740) K212
2612.22 2612.2423 |160-181 G-H1 R160
(+39.9949)
2651.30 |2651.4298 |219-240 FL-1 H,O K225, K233
(+144.0423) |or 3-DG-H1 or THP or R222
2974.40 2974.3273 |349-372 FL-1 HO K351 or K359
(+144.0423)

*See Figure 1 for the full names and structures of these various modification classes.
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Supplementary Materials - Table 2

Supplemental Information

Table 2. Non-modified peptides identified in tryptic digests of minimally glycated HSA

Observed mass

Observed mass for collected peptides

wlo At given % acetonitrile (ACN) in water Predicted  Residues
fractionation ~ 5% ACN 10% ACN 20% ACN 30% ACN 50% ACN  o>°
64534 6453572 182-186
673.38 673.37  673.38 673.3785  213-218
695.37 6953364  318-323
772.43 772.4391  175-181
789.45 7804723  234-240
880.43 880.4416  226-233
927.49 927.49 92749  927.49 927.4940  138-144
933.51 93351 93352  933.52 9335192  74-81
940.44 940.44 940.4488  107-114
951.46 9514424  13-20
960.56 960.56  960.56  960.56 960.5631  403-410
98452  984.53 984.4891  352-350
1000.60 1000.6044  526-534
101752 1017.53 1017.5370  65-73
1055.60 1055.54  1055.50 1055.5890  137-144
1074.53 1074.5432  182-190
107548  1075.51 1075.4995  99-106
1128.69 1128.6992  525-534
1138.53 1138.49 1138.4984  476-484
1149.61 114961  1149.62  1149.61 1149.6156  42-51
1226.60  1226.61 1226.6058  11-20
1250.67 1250.6350  429-439
1311.74 1311.75  1311.75 1311.7425 338-348
1342.65 1342.65 1342.64 1342.62 1342.6352 546-557
137154 137156 13715672 163-174
1400.66  1400.66 1400.6779  433-444
143454 143454 14345339  82-93
144362 144364 1443.6425  263-274
1467.85 1467.84 1467.84 1467.84 1467.8436 337-348
1511.87 1511.85 1511.85 1511.8434  415-428
1546.72  1546.73 1546.7975  275-286
1552.62 1552.5981  360-372
1623.76 1623.77 16237881  324-336
1627.71 1627.77 1627.7274  561-574
1639.79 1639.7830  324-336
(Met-ox)
1639.94 1639.94  1639.94 1639.9384  414-428
1657.75 1657.76  1657.75 1657.75 1657.7533  390-402
1714.80 171479 1714.80 1714.7972  94-106
1742.83 1742.86 1742.8047  146-159
1898.94 1898.96 1898.98 1898.9958  145-159 or
146-160
1910.92 1910.92 1910.90 1910.90 1910.9322  485-500
1932.03 1932.0378  65-81
2045.09 204512 204510 204508 2045.0961 373-389
2086.85 2086.87  2086.84 2086.84 2086.8379  241-257
2260.04 2260.03 2260.02 2260.0232 501-519



Table 2. Non-modified peptides identified in tryptic digests of minimally glycated HSA (Cont’d)

Observed mass Observed mass for collected peptides . .
w/o At given % acetonitrile (ACN)‘;n ‘\)Nater Prefg:;:;’ Residues
fractionation 5% ACN 10% ACN 20% ACN 30% ACN 50% ACN
2289.00 2289.0717  542-560
2305.10 2305.07 2305.0666 542-560
(Met-ox)
2490.2894  2490.2856
2518.2383 2518.2144
2650.28  2650.27 2650.2645 115-136
2674.32 2674.3155  445-466
2778.38 2778.3595 115-137

2074.43 2974.40 2974.3449 287-313




Supplementary Materials - Table 3

Supple mental Information

Table 3. Modified peptides identified in Glu-C digests of minimally glycated HSA

Observed mass for collected peptides . .
atgiven % acetonitrile (ACN) in water’ Pr;o!ts:;ed Res(fhl’;l?s m oII)i,f'i): act,it) n? Modified residues
5% ACN __ 10% ACN | 20%ACN | 30% ACN 50% ACN
377-382
858 45 sseas14 | TS L | FL2mHo K378
377-383
933 46 0334934 | 70000 CEL K378
286-294
113056  1130.56 11305152 | 0o e CML K286
49-57
1166.58 1166.5039 | 700 1317 | FL2HO K51
133-141
. . - 73
1348.72 13487042 | 27 os) | FLA HEO K136 or K137
1434.79 1434.8319 (5+712628052 1) | Pyralne K573 or K574
747
1462.75 14627178 | (160 0508y | FL K12
1866.99 1867.0006 (1+514é12607528) FL K159 or K162
2118.07  2118.05 2118.0436 ?ffé‘;“ozszs) FL K432, K436 or K439
2194 16 2194.0856 (3+717(‘)39032 11y | Pyraline K378 or K389
2548.33 2548.1845 2f$é1§281 N CEL K174 or K181

*See Figure 1 for the full names and structures of these various modification classes.
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Supplemental Information

Table 4. Non-modified peptides identified in Glu-C digests of minimally glycated HSA

rved m Observed mass for collected peptides . .
Obse w?g s At given % acetonitrile (ACN)Fi)n F\)Nater Predicted Residues
fractionation ~5% ACN 10% ACN 20% ACN 30% ACN 50% ACN  oo°
962.48 962.46 962.4552 443-450
978.48 978.4501 443-450
(Met-ox)
1031.46 1031.44 1031.44 1031.4507 369-376
1197.56 1197.56 1197.5792  496-505
1204.65 1204.66 1204.6619  133-141
1213.53 1213.5522  312-321
1278.79 1278.7900 532-542
1300.67 1300.66 1300.66 1300.66 1300.665 7-17
1313.79 1313.79 1313.7907 521-531
1326.80 1326.8108 572-585
1519.78 1519.79 1519.78 1519.78 1519.78 1519.781 142-153
1541.77 1541.77 1541.77 1541.6946 506-518
1548.80 1548.77 1548.81 1548.80 1548.80 1548.7956  480-492
1566.65 1566.62 1566.6203  120-132
1583.78 1583.83 1583.7883  543-556
1680.80 1680.81 1680.8049  466-479
1699.77 1699.75 1699.7418  253-266
1704.95 1704.96 1704.96 1704.95 1704.951704.9478 154-167
1737.71  1737.69 1737.71 1737.6994  87-100
1801.89 1801.901801.9158  451-465
1955.99 1955.99 1955.98 1955.9908 426-442
2086.06 2086.06 2086.09 2086.0645 377-393
2194.20 2194.12 2194.16 2194.1768  189-208
2232.25 2232.21 2232.25 2232.252232.2518 209-227
2348.20 2348.19 2348.24 2348.1934  101-119
2563.43 2563.382563.4149  334-354
2578.31 2578.31 2578.2758 61-82
2745.312745.3526  443-465
2922.59 2922.6459  401-425

3334.623334.7299  18-45




Supplementary Materials - Table 5

Supplemental Information

Table 5. Modified peptides identified in Lys-C digests of minimally glycated HSA

Observed mass for collected peptides

atgiven % acetonitrile (ACN) in water Predicted Residues Type of Modified
() ) . a .
5%ACN | 10% ACN | 20% ACN | 30%ACN | 50% ACN | ™Mass (AM) modification residues
520525
87352 8735150 | 020 CEL K524 or K525
206225
252738 2527.3574 | Z00aR ey | L K212 or K225

*See Figure 1 for the full names and structures of these various modification classes.
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Supplemental Information

Table 6. Non-modified peptides identified in Lys-C digests of minimally glycated HSA

Observed mass Observed mass for collected peptides . .
wi/o at given % acetonitrile (ACN) in water P’ed'ctﬁd Residues
fractionation ~5% ACN 10% ACN 20% ACN 30% ACN 50% ACN M2
599.39 599.3768 282-286
673.42 673.40 673.3997 520-524
772.44 772.4391 175-181
784.39 784.3881 373-378
789.47 789.4721 234-240
854.46 854.46 854.45 854.48 854.4525 206-212
880.45 880.4416 226-233
951.44 951.4424 13-20
973.54 973.52 973.52 973.5219 5-12
1000.58 1000.59 1000.6044  526-534
1002.57 1002.5583  467-475
1017.54 1017.53 1017.55 1017.5370  65-73
1070.46 1070.4464  565-573
1074.54 1074.5431 182-190
1128.70 1128.6994  525-534
1149.61 1149.61 1149.61 1149.62 1149.6156  42-51
1198.54 1198.5414  565-574
1279.71 1279.71 1279.71 1279.7261 379-389
1342.63 1342.64 1342.64 1342.63 1342.63 1342.6352  546-557
1352.77 1352.76  1352.77 1352.77 1352.77 1352.7691 403-413
1371.56 1371.57 1371.5672 163-174
1443.64 1443.66 1443.6425 263-274
1480.84 1480.8641 403-414
1529.87 15629.87 1529.87 1529.87 1529.87 1529.86 1529.8705 213-225
1552.60 1552.5981 360-372
1657.75 1657.75 1657.76 1657.74 1657.75 1657.7533  390-402
1714.78 1714.80 1714.80 1714.78 1714.7972  94-106
1827.94 1827.97 1827.95 1827.93 1827.9640 175-190
1924.07 1924.08 1924.06 1924.08 1924.0869 415-432
2045.10 2045.05 2045.12 2045.0961  373-389
2052.16 2052.20 2052.15 2052.1819 414-432
2067.10 2067.1287 196-212
2075.91 2075.8836  558-574
2260.02 2260.07 2260.03 2260.0232 501-519
2349.03 2348.98 2349.04 2349.06 2349.0347 74-93
2391.27 2391.37 2391.2937 213-233
2490.22 2490.26  2490.2856 21-41
2585.10 2585.10 2585.11 2585.06 2585.1181 241-262
2674.30 2674.35 2674.32 2674.3155  445-466
2690.33 2690.3104  445-466
(Met-ox)
2807.44 2807.47 2807.47 2807.4714  138-159
2935.58 2935.59 293557 2935.5664  137-159
2974.34 2974.41 2974.41 2974.3449  287-313

3030.50 3030.57 3030.4122  476-500






