Fig. S1. Showing HR-LCMS-MS zoomed spectrum showing the ionization peaks of organosulfur
compounds detected in various extracts of garlic, with their chemical formula and structure

S-Allyl-L-cysteine (FG)

Compound Label
Cpd 37: S-Allyl-L-cysteine

Name

S-Allyl-L-cysteine

m/z
162.0576

RT
4.776

Algorithm
Auto MS/MS

Mass
161.0504

MS Spectrum
x10 5 |Cpd 37: S-Allyl-L-cysteine: +ES| Scan (4.670, 4.856 min, 2 Scans) Frag=175.0V sample1.d
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Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum 10 5 |Gpd 37: S-Allyl-L-cysteine: +ESI Scan (4.670, 4.856 min, 2 Scans) Frag=175.0¥ sample1.d
1.75
1.5
1.25
1
0.7t
0.5
| u T T T T T T | I T T T 1 T T
135 140 145 150 155 160 165 170 175 180 185 180
Counts vs. Mass-1o-Charge (mdz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145,031 1 90169.55
162.0578 162.0583 439 1 205944.44C6 HI1NO2 S (M+H)+
163.0611 163.061] 03§ 1 13979.3gC6 HI1 N 02 S (M+H)+
164.0549 164.0553 244 1 7853.31C6 HI1NO2 S (M+H)+
188.07 1 221843.31
274.0734 1 68229.7
291.1002 1 3544463.25
292.1031 1 452477.53
293.0989 1 163448.81
453.1521 1 79904.23
MSMS Spectrum xi0 2 | Spd 37 S-Allyl-L-cystaing: +ES| Product lon (4 684, 4 BEB min, 2 Scans) Fra 17500 CIDER10.5
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MS/MS Spectrum Peak

S-Allyl-L-cysteine (FG)

List
m/z Calc m/z |Diff (ppm) Abund Formula Ion
145.0339 1473
162.0577 162.0583 4.02 434.44C6 HI1INO2 S (M+H)+
188.0707 146.0¢
189.0753 130.47
271.1304 99.51
274.0724 142.64
291.0992 3286.4
292.1021 635.1]
293.1021 202.14
424.1184 105.54




S-Allyl-L-cysteine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 30: S-Allyl-L-cysteine ' S-Allyl-L-cysteine 162.0576 3.209 | Auto MS/MS 161.0503
MS Spectrum x10 4 [Gpd 30: S-Allyl-L-cysteine: +ESI Scan (3.098, 3.288 min, 2 Scans) Frag=175.0V sample 4.d
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Counts vs. Mass-to-Charge (miz)

MS Zoomed Spectrum
Wi 4 Cpd 30 iH min, 2 Scans) Frag=175.0% sample 4.d
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Counts vs. Mass-to-Charge (mdz)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 33317.03
145.031 1 33401.8¢
162.0574 162.0583 4.6 1 64842.4C6 HIINO2 S (M+H)+
163.0607 163.061} 241 1 5879.149C6 HI1 N O2 S (M+H)+
164.0539 164.0553 834 1 1964.59C6 HIIN 02 S (M+H)+
224,127 1 16453.49
291.1007) 1 741278.71
292.1037) 1 98568.41
293.0987 1 35200.95
453.152 1 47506.54
MSMS Spectrum
PR Cpd 30: S-Allyl-L-cysteins: +ESI Product lon {(3.116, 33201 main, 2 Scans) Frag=175.0v CIDEgE10.5
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MS/MS-Spectrum-PeakbList———

m/z z | Abund
137.1073 194.84
145.0299 191.62
164.0805 131.99
230.1383 130.34
267.1493 140.52
271.1287 129.5]]
291.0999 1 1232.84
292.1054 1 182.64
338.0691 126.53

1031.4324 127.64
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Compound Label Name

Cpd 34: S-Allyl-L-cysteine ' S-Allyl-L-cysteine

S-Allyl-L-cysteine (HG)
m/z RT
162.058 9.732

Algorithm
Auto MS/MS

Mass
161.0507

MS Spectrum
Cpd 34: S-Allyl-L-cysteing; +ES| Scan (9.847, 8,783 min, 2 Scans) Frag=175.0V sample 6.d
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MS Zoomed Spectrum
_ Cpd 34: S-Allyl-L-cysteine: +ES| Scan (9.647, 9.793 min, 2 Scans) Frag=175.0V sample 6.d
x102 162 3580
2.3 (IC6 H11 N|O2 S]+H)+
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0313 1 156746.61
162.058 162.0583 189 1 280173.31C6 HI1INO2 S (M+H)+
163.0611 163.061] -0.04 1 22810.4C6 HI1NO2 S (M+H)+
164.0544 164.0553 453 1 13317.54C6 HI1 N O2 S (M+H)+
274.074]] 1 72451.94
291.1009 1 3340529
292.103§ 1 420003.2
293.0999 1 154418.14
313.0824 1 32242.04
581.1934 1 29099.33
MSMS Spectrum
w10 3 |Spd 34: S-Allyl-L-cysteine: +ES| Product lon (8,660, 8,805 min, 2 Scans) Frag=175.0V CID@10.5
y 5 291.0990
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Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ z | Abund
z
142.329 127.64
145.0294 245.2]]
162.0574 637.0]]
180.0739 94.28
215.0959 101.07
253.1299 114.94
291.099 1 3354.67
292.104 1 361.29
293.091 1 212.04
394.1204 1 87.08
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N-gamma-Glutamyl-S-allylcysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 36: N-gamma- N-gamma-Glutamyl-S- 291.1005 4.692 | Auto MS/MS 290.0932
Glutamyl-S-allylcysteine allylcysteine
MS Spectrum Cpd 36 N-gamma-Glutamyl-S-allylcystainag: +ES| Scan (4 609, 4 745 min, 2 Scans) Frag=175 0w
R 2913005
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Counts v, Mass-to-Changs (mdz)
MS Zoomed Spectrum Cpd 36: N-gamma-Glutamyl-S-allylcysteine: +ES| Scan (4.609, 4.745 min. 2 Scans) Frag=175.0V
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. Counts vs. s-to-Che fz)
MS Spectrum Peak List unts vs. Mass-to-Charge (miz)
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.031 1 189004.83
162.0577 1]177509.61
267.1335 1 ]158555.16
274.0735 1168061.11
291.1005 |291.1009 |1.56 113077709 C11 H1I8 N205S (M+H)+
292,1033 |292.1038 |1.64 1]408536.53 |C11 H1I8 N20O5S (M+H)+
293.099 293.0994 |1.39 1]149847.03 |C11H18N20O5S (M+H)+
297.0565 1]116861.4
447.2003 1147218.35
581.1926 1 150753.96
MSMS Spectrum %10 3 Cpd 36 N-gamma-Glutamyl-S-allylcysteine: +ES| Product lon (4.626, 4. 757 min, 2 Scans) Frag=1..
35 291.1023
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Counts vs. Mass-to-Charge (miz)

MS/MS Spectrum Peak List

g’/ z | Abund
130.049 1 367.32
136.0607 160.24
137.1071 201.03
145.031] 1 2840.62
146.030 1 197.69
150.9863 176.14
162.058] 751.19
291.102 1 3303.67
292.1050 1 741.11
293.101 1 237.29
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N-gamma-Glutamyl-S-allylcysteine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 29: N-gamma- N-gamma-Glutamyl-S-  291.1002 3.155 | Auto MS/MS 290.093
Glutamyl-S-allylcysteine | allylcysteine
MS Spectrum Cpd 29: N-gamma-Glutamyl-S-allylcysteine: +ESI Scan (3.045, 3.224 min, 2 Scans) Frag=175.0V
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Counts vs. Mass-to-Charge (m/e)
MS Spectrum Peak List _
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 26602.79
145.0312 1 39058.0
162.0574 1 79485.19
213.1229 1 13399.63
224.1275 1 16102.93
274.0735 1 17122.5]
291.1007 291.1009 23 1 941710.94 C11 HI8 N2 05 S (M+H)+
292.1037 292.1038 184 1 120510.5§ C11 HI8 N2 O5 S (M+H)+
293.099]] 293.0994 1.04 1 46902.694C11 HI8 N2 05 S (M+H)+
453.1525 1 13620.5
MSMS Spectrum
«10 3 Cpd 28: N-gamma-Glutamyl-S-allylcysieine: «ES| Product lon (3.074, 3.238 min, 2 Scans) Frag=1
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Counts vs, Mass-to-Charnge (m/z)
MS/MS Spectrum Peak List
m/ z |Abund
z
122.094 115.99
130.0503 493.89
137.1054 186.53
145.0314 1 2293.29
149.1054 1 116.57
162.0583 231.04
177.1012 98.2
195.1114 1 152.5]]
291.1013 2 960.5
292.1044 2 193.24

Compound Structure




N-gamma-Glutamyl-S-allylcysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 33: N-gamma- N-gamma-Glutamyl-S- 291.1011 9.677 | Auto MS/MS 290.0938
Glutamyl-S-allylcysteine allylcysteine
MS Spectrum Cpdd 33 N-gamma-Glutamyl-S-allyloysiaing, +ES| Socan (9575, 9.752 min SCarn Frog=175 0V
=5 =38 H1E
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Counts va, Mass-10-Changa (m'z)
MS Zoomed Spectrum Cpd 33: N-gamma-Glutamyl-S-allylcysteine: +ES| Scan (9.575, 9.752 min, 2 Scans) Frag=175.0V
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Counlts vs. Mass-to-Charge (miz
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0314 1 130561.41
162.0581] 1 225254.39
274.0747 1 57073.71
291.1011] 291.1009 -0574 1 2711218.24C11 HI8 N2 O5 S (M+H)+
292.104]] 292.1034 -099 1 326837.31 C11 HI8 N2 05 S (M+H)+
293.0999 293.0994 -1.64 1 124743.74C11 HI8 N2 05 S (M+H)+
347.0944 1 23873.44
394.1273 1 84218.0
424.12 1 29705.94
581.1934 1 27569.21
MSMS Spectrum
=10 3 Cpd 33 N-gamma-Glutamyl-S-allylcysieing: +ES| Product lon (8. 580, 85,7684 min, 2 Scans) Frag=1
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MS/MS Spectrum Peak List Counis vs. Mass-to-Change (maz)
m/ z |Abund
z
130.0493 1 577.94
145.0311 1 6212.69
145.0774 2 115.14
146.0353 1 221.3
162.0569 1 910.37
165.1114 103.52
274.074 129.83
291.1014 1 3097.29
292,1019 1 346.74
293.0994 1 176.63
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Compound Label
Cpd 39: N-gamma-
Glutamyl-S-allylcysteine

N-gamma-Glutamyl-S-allylcysteine (AG)

Name m/z RT Algorithm Mass
N-gamma-Glutamyl-S- 291.0996 8.144 | Auto MS/MS 290.0923
allylcysteine

MS Spectrum 10 8 [Cpd 38 N-gamma-Glutamyl-S-allylcysteine. +ES| Scan (B.057, B.212 min, 2 Scans) Frag=175.0V
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Counts vs. Mass-to-Charge (mdz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0309 47693.29
162.0573 1 97595.6
188.0694 1 199926.14
231.1689 31704.39
253.1219§ 1 35847.91
267.1333 1 33763.1
291.099¢9 291.1009 4.64 1 1450201 C11 H1I8 N2 O5 S (M+H)+
292.1027 292.1038 383 1 169544.94 C11 HI8 N2 05 S (M+H)+
293.0985 293.0994 324 1 62272.849C11 HI8 N2 05 S (M+H)+
344.1798 1 46014.84
MSMS Spectrum
Cpd 38 N-gamma-Glutamyl-S-allylcysteine: +ES| Product lon (B.083, 8.224 min, 2 Scans) Frag=1
x10 3
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Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ z |Abund
z
130.049 308.02
145.0302 1804.53
162.0564 520.57
188.0693 174.6]]
228.0677 149.04
231.169 149.39
267.1324 134.89
291 1 2214.1§
292.0994 1 349.73
344.1774 1 158.51
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Compound Label
Cpd 63: L-gamma-
Glutamyl-S-allylthio-L-

L-gamma-Glutamyl-S-allylthio- L-cysteine (FG)

Name
L-gamma-Glutamyl-S-
allylthio-L-cysteine

323.

m/z

RT
0714

6.013

Algorithm
Auto MS/MS

Mass
322.0642

cysteine
MS Spectrum w10 ® | Spd 63 L-gamma-Glutamyl-S-allyithio-L-cysteine: +ES| Scan (5927, 6.073 min, 2 Scans) Frag=1._.
1.4 3239714
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Counls va, Mass-to-Charnge (m/z)
MS Zoomed Spectrum
w1 Cpd 63 L-gamma-Glutamyl-S-allylthio-L-cysteine: «+ES| Scan (5.927, 6.073 min, 2 Scans) Frag=1..
¢
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Counts va, Mass-to-Charge (miz)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 45520.89
291.0999 1 88783.43
295.1274 1 41676.59
323.0714 323.073 49 1 1534914 C11 H18 N2 O5 S2 (M+H)+
324.0744 324.0757 359 1 196654.94 C11 H18 N2 O5 S2 (M+H)+
325.0691 325.0704 4.04 1 122642. C11 H18 N2 O5 S2 (M+H)+
326.0719 326.0728 264 1 17167.44 C11 H18 N2 O5 S2 (M+H)+
419.144 1 51139.59
450.134 1 44177.8%
454.1623 1 140253.94
MSMS Spectrum
%10 Cpd 63 L-gamma-Glutamyl-S-allylthio-L-cysteine: <ES| Product lon (5947, 6.085 min, 2 Scar
1.6 323.07186
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200

300 400 S00

Counts v

G000 F00 BDO

Mass-to-Change (m/z)

=T ] 1 000 1100

MS/MS Spectrum Peak List

m/z z | Abund
120.0802 209.4]]
130.0493 357.24
137.1079 420.57
151.9823 1 239.34
158.0968 1 242.93
166.0847 175.67
194.0271 161.12
231.1097 164.39
323.0714 1 1482.5
324.074 1 225.79
Compound Structure
5 =] HELC:
" s



L-gamma-Glutamyl-S-allylthio- L-cysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 58: L-gamma- L-gamma-Glutamyl-S- | 323.0721 10.948 Auto MS/MS 322.0649
Glutamyl-S-allylthio-L- allylthio-L-cysteine

cysteine

MS Spectrum

Cpd 58: L-gamma-Glutamyl-S-allylthio-L-cystaing: +ESI Scan (10.864, 11.008 min, 2 Scans) Frag

200 S040 400 R500 a00 FO0 ao0o0 S00 | OO0 1100
MS Z qs " Counts vs, Mass-to-Charge (mfz)
oomed Spectrum
x10 & |Cpd 58: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ESI Scan (10.864, 11.006 min, 2 Scans) Frag.-.
. :
1.2

T T T T T T T
205 300 3056 310 315 320 325 330 335
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcm/z Dif-f(ppm) z |Abund Formula Ion
194.0294 1 56927.73
291.1003 1 96230.69
295.128]] 1 132254.08
323.0721 323.073 274 1 1276053.84 C11 H18 N2 O5 S2 (M+H)+
324.0752 324.0757 1449 1 167495.094 C11 H18 N2 O5 S2 (M+H)+
325.0698 325.0704 199 1 108291.34 C11 H18 N2 O5 S2 (M+H)+
326.0722 326.0728 l1.64 1 14264.44 C11 H18 N2 05 S2 (M+H)+
367.1314 1 47555.94
450.135 1 75850.49
454.1629 1 99342.23
MSMS Spectrum
x10 3 |Cpd 58: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ESI Product lon (10.877, 11.018 min, 2 Scans...
14 f;i’él.,/ﬂ}l
1.2
1
0.8
0.6 166.0849
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Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

m/ |z |Abund
130.0489 231.74
137.1054 1 198.01
154.0494 144.97
166.084 305.47

217.081 198.99
291.0081 1 227.68
295.127/4 284 44
323.0734 1 1334.34
325.068 1 374.42
454.1629 205.59

Compound Structure



Compound Label

L-gamma-Glutamyl-S-allylthio- L-cysteine (AG)
Name m/z RT Algorithm Mass
L-gamma-Glutamyl-S- | 323.0713 9.068 Auto MS/MS 322.0642

Cpd 60: L-gamma-
Glutamyl-S-allylthio-L-
cysteine

allylthio-L-cysteine

MS Spectrum = — - = - - -
w10 8 |Spd 60: L-gamma-Glutamyl-S-allylithio-L-cysteins: +ES| Scan (B.982, 9.128 min, 2 Scans) Frag= g [P
3
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MS Zoomed Spectrum Counts vs, Mass-to-Charge (mifiz)
x10 5 | Cpa B0: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ESI Scan (B.9E2, 9.128 min, 2 Scans) Frag=1..
3 |
1.8
1
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R Counts vs. Mass-to-Charge (im/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
169.0751} 1 32591.8
291.0995 1 30678.04
295.127 1 65258.3
323.0713 323.073 509 1 336869 C11 H18 N2 05 S2 (M+H)+
324.0745 324.0757 31 1 46546.64 C11 H18 N2 O5 S2 (M+H)+
325.0692 325.0704 38 1 30053.03 C11 H18 N2 05 S2 (M+H)+
326.072 326.0728 2.24 1 3864.94 C11 H18 N2 O5 S2 (M+H)+
424.1689 1 34131.23
450.1338 1 40546.44
454.1617 1 96231.27
MSMS Spectrum %10 2 |Cpd 60 L-gamma-Glutamyl-S-allylthio-L-cysteine: +E51 Product lon (8995, 9,140 min. 2 Scans) F
4 1 N2 1
¥
i 1
o Al g .I.]L Ll sl ;L. i MLEh & i
LM 200 400 Sy L1 18] AL s S0 TLHL 171040
Counts vs. Mass-to-Charge (mdz)
MS/MS Spectrum Peak List
m/z Calc m/z |Diff (ppm) z |Abund Formula Ion
120.0112 168.2]
130.0502 194.53
133.0654 119.9
169.073 167.44
229.0927 115.73
249,053 168.04
261.1255 124
313.1154 125.9
323.0713 323.073 5.14 398.24 C11 H18 N2 O5 S2 (M+H)+
324.0714 1 252.%
Compound Structure
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gamma-Glutamyl-S-methylcysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 12: gamma-Glutamyl- gamma-Glutamyl-S- 265.0848 2.009 | Auto MS/MS 264.0775
S-methylcysteine methylcysteine
MS Spectrum
<10 5 |Cpd 12 gamma-Glutamyl-S-mathylcysteine: +ES| Scan (1,921, 2 059 min, 2 Scans) Frag=175 0V
265 DBEAE
3.5 -:[11‘?-I‘IHI'\.'fft.\!.!—:_--!_:+
3
1.541175.1184
1
0.5 483,217
0 LI[ILh J.x i .l .l i
2040 100 400 500 GO0 700 AB00 SO0 1000 1100
O s v, Mass-10-Chargs (mdz)

MS Zoomed Spectrum

x10 5 [Cpd 12: gamma-Glutamyl-S-methylcysteine: +ESI Scan (1.921, 2.059 min, 2 Scans) Frag=175.0V..

2659P848

3.5 ([CO H16 N2 O5 S]+H)+
3
2.5
2
1.5
1
0.5 241.1542 248.0581 256.0923 274.1022 289.1494
) Ly
© 240 245 250 255 260 265 270 275 280 285 290
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
126.0659 1 47225.04
132.1013 1 52733.91
136.0753 1 73506.09
175.1184 1 96916.63
182.0441 1 49319.33
182.0809 1 67134.96
200.1023 1 53082.61
265.0844 265.0853 194 1 399374.64 C9 H16 N2 O5 S (M+H)+
266.0879 266.089 087 1 43000.84 C9 H16 N2 05 S (M+H)+
267.083 267.0835 1.6 1 16635.84 C9 H16 N2 O5 S (M+H)+
MSMS Spectrum
x10 2 |Cpd 12: gamma-Glutamyl-S-methylcysteine: +ESI| Product lon (1.947, 2.071 min, 2 Scans) Frag=1...
84 265.0852
7 >
6
54
4
3
f, L ‘ 379.1664 586 1957 846.6347 1093.3471
oA ”“h‘ IS T T [ M 1 !
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/z z | Abund
123.04 196.1
126.0661] 169.17
130.0491] 347.58
136.042 180.2
136.075 1 467.6]
160.104 1 313.5
175.1179 159.08
200.101 235.1
265.0851 1 711.53
266.0871 1 171.84
Compound Structure
o o
=] =]

MEZ

CH3



gamma-Glutamyl-S-methylcysteine (DG)

Compound Label Name m/z RT Algorithm Mass

Cpd 11: gamma-Glutamyl- gamma-Glutamyl-S- 265.0846 1.433 | Auto MS/MS 264.0774
S-methylcysteine methylcysteine

MS Spectrum 4 | Cpd 11 gamma=-Glutamyl-S-methylcystaine. +ESI Scan (1.351. 1.478 min, £ Scans) Frag=175.0W

®x10

+*

469.1472
wlea Ao
200 300 400 SO0 GO0 70 B0 Q00 1000 1100

Counts va. Mass-to-Charge (mJ/z2)

MS Zoomed Spectrum . = . = - o =
w104 |Cpd 17 gamma-Glutamyl-S-methylcysteine: +ESI Scan (1.351, 1.478 min, 2 Scans) Frag=175.0V.
1 265 D846 276.1436
& 262 1088 ([C8 H16 N2 08 S]+H)+
5
E]
5 241.1544 288.1380
z 256.0021 282.1301
1
[y i | | l i ] l i Ll ] | I FEve A .
240 24% 290 295 260 265 270 are 280 285 2910)
Counts vs, Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
136.0613 1 107531.79
152.054 1 56345.4
175.1184 50932.83
252.1089 1 49306.09
265.0844 265.0853 264 1 71269.0§ CO H1I6 N2 O5 S (M+H)+
266.0879 266.088 09 1 8865.53 C9 HI6 N2 O5 S (M+H)+
267.0844 267.0835 343 1 3333.23CO H16 N2 05 S (M+H)+
268.1034 1 64451.67
276.1434 1 57608.63
307.0951 1 56077.53
MSMS Spectrum

x10 2 |Cpd 11: gamma-Glutamyl-S-methylcysteine: +ESI Product lon (1.373, 1.494 min, 2 Scans) Frag=1...
1 136.0600

182.0910  330.1380

308.1816 431.1451
393.0369

ILIL‘HJVHIHL I|\|\‘ L in, J.|.|| ! ||. [ 1l |

O = NWH, OO

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 4é(]
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

Sz | Abmmd
121 1
OO | 1 k]
130.0484 1 178.3
136.0414 1 101.11
136.04 1 693.5
138.1019 82.63
182.09) 1 165.42
219.0569 83.01
230.13§ 139.05
237.104 82.28
265.0857 106.84
Compound Structure
o o
o o
HO - Ek"“"“n:—s

S-methylcysteine (HG)



Compound Label Name m/z RT Algorithm Mass

Cpd 9: gamma-Glutamyl-S- gamma-Glutamyl-S- 265.0852 2.302 | Auto MS/MS 264.0779
methylcysteine methylcysteine
MS Spectrum | 1o 5 |Cpd 9: gamma-Glutamyl-S-methylcysteine: +ESI Scan (2.200, 2.363 min, 2 Scans) Frag=175.0V s...
3.5 )
3
2.5
2
1.5
1
0.5

MS Zoomed Spectrum

MS Spectrum Peak List

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

x10 5 |Cpd 9: gamma-Glutamyl-S-methylcysteine: +ESI Scan (2.200, 2.363 min, 2 Scans) Frag=175.0V s...
L 4

3.5
3
2.5
2
1.5
1
0.5
0 |

240 245 250 255 260 265 270 275 280 285 290
Counts vs. Mass-to-Charge (m/z)

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
136.0424 1 54796.3
136.0755 1 56957.39
175.1184 1 61277.09
182.0815 1 47530.69
229.1547 1 41715.74
265.0857 265.0853 033 1 388969.44 C9 H16 N2 O5 S (M+H)+
266.0881] 266.089 -0.19 1 38627.4CO HI6 N2 O5 S (M+H)+
267.083]] 267.0835 133 1 16728.4C9H1I6 N2 O5 S (M+H)+
307.0955 1 60721.83
332.1334 1 54968.8]
MSMS Spectrum
10 2 [Cpd 2 gamma-Glutamyl-S-methylcysteine: +ESI Product lon (2,228, 2.375 min, 2 Scans) Frag=17
B
7 -
[
4
¥
1
o
200 300 400] S00 G000 700 BOO Q00 10000
Counts vs. Mass-to-Charge (méz)
MS/MS Spectrum Peak List
fz"/ Z |Abund
123.042 112.2]]
130.049§ 419.65
136.0429 1 418.59
136.0754 212.03
152.0704 128.68
166.0534 105.23
175.11774 101.5
194.1184 1 103.99
229.1549 1 177.84
265.0854 2 729.87
Compound Structure
=" =
a =]
B i S“"“ﬁ-c-s



Allii

n (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 6: Alliin Alliin 178.0527 1.362 | Auto MS/MS 177.0455
MS Spectrum -y Cpd 6 Allin: +ES| Scan (1,240, 1. 437 min, 2 Scans) Frag=175 0V sample 3rd
1.75{175.1184
1.5
1.25
5 3H1.0778
.n 5 BEZ 2207
- l 520, 1680 Les i B4 2733
‘ | 0 Y N P ks . | . . .
2 | A0 SO HO0 700D BOD [aTaCH] 1 CHONE 1100
Counts va, Mass-lo-Charnges [mdz)
MS Zoomed Spectrum
%10 © | Cpd 6: Allin: +ESI Sean (1.240, 1.437 min, 2 Scans) Frag=1750V sample 3r.d
1.78 1755184
1.5
1.25 -
1
(8 )
o 156.1013 166.0404 1891292 196.0604 204, 0685
) | 1y
150 155 160 160 |7..' 75 180 185 190 195 200 205
- COunis ve MG ss-O-Change (md'z)
MS Spectrum Peak List B
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
138.0541 1 48369.34
175.1184 1 184746.14
178.052% 178.0532 3.0 1 112149.74C6 HI1 N O3 S (M+H)+
179.054 179.054 0374 1 8962.24C6 HI1IN O3 S (M+H)+
180.0507% 180.0505 -1.04 1 4054.74C6 HI1 N O3 S (M+H)+
217.129]] 1 91596.4
258.1094 1 37657.23
303.1654 1 33961.63
381.0778 1 80892.51
682.2207 1 21137.44
MSMS Spectrum
<10 2 [Gpd G Alliine +ESI Product lon (1,274, 1,449 min, 2 Scans) Frag=175 0V CICGE1 1.8 (178 0527z
178.052
4
3
2
275.1238 415.1362 622.2445
L J 850.3679 996 9512
o RIS [T Lallig |
' _;Illl Lfaln] .]l‘||| ',I‘III I.III;I )I'HI .IIIIIII “b!‘!ll |I:"|III 1 '|l|I-_|

MS/MS Spectrum Peak List

Counts va, Mass-1o-Changs (mdz)

m/z z |Abund
130.0978 102.34
137.0129 217.72

138.055 96.78
156.0988 164.82]
175.1178 166.85
178.0528 434.02
191.0897% 125.67]
217.1259 1 259.14

2181 1 63.86
275.1239 61.9

Compound Structure

NHZ



Alliin (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 1: Alliin Alliin 178.0527 1.164 | Auto MS/MS 177.0455
MS Spectrum
w10 4 | Spd 1 Alliin: +ES) Scan (1.044, 1.251 min, 2 Scans) Frag=175 0V sample 5.d
3B1.p7EG

6 268.1087

4

3

= 543,1312

q | FO05.1838

o4 |L| "LIK LIL.I[ | |l Jlll ' | | l .

200 ] A0 500 B0 7O B0 =TTl 1000 10
Counts ve. Mass-10-Chargs (m/z)
MS Zoomed Spectrum
w10 4 Cpad 1: Alliir: <ESI Scan (1.044, 1.251 min, 2 Scans) Frag=175.0V sample 5.d

178

G ([C6 H11 N|O3 S]+H)+
5 203.0522
4
3
=3 . 170.0806
;| 1520698  160.0415 184.0B83 196.0610
o | L PR | Ly | i
150 155 160 165 170 175 180 185 180 19 200 205
MS spectrum peak List Counts ve. Mass-to-Charge (miz)
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
138.0542 1 47078.54
175.1185 1 33854.94
178.0521 178.0532] 28] 1 70488.39C6 HI1 NO3 S (M+H)+
179.0554 179.056 199 1 3842.84C6 HI1N O3 S (M+H)+
180.0501 180.0505 2014 1 2696.54C6 HI1 N O3 S (M+H)+
203.0522 1 38534.14
214.0704 18311.%
258.1097 1 48701.34
365.1044 1 62128.8
381.0784 1 68902.71
MSMS Spectrum
%11 Cpd 1: Alliin: +ES| Product lon (1.063, 1.2064 min, 2 Scans) Frag=175.0V CIDE11.8 (178.0528[2=_.
2 2581086
1.7
1.5
1.25
1 - 3401040
0.75 7B1.0653
0.5 ‘ 502.1524 Q481370
0.25
|‘| IIH.‘ l||| L1 . I
150 200 250 300 350 400 450 500 550 G600 G50 700 750 80D B50 S00 8950 1000

Counis va, Mass-to-Charge (mdz)

MS/MS Spectrum Peak List

rzn/ z | Abund
120.0094 88.7
130.0497% 98.59
136.0593 84.14
137.0152 149.61
138.0550 1 133.53
147.0759 114.11
170.0804 82.2
175.1219 86.19
178.0521 97.25
258.1086 184.91

Compound Structure




Alliin (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 2: Alliin Alliin 178.0523 1.308 | Auto MS/MS 177.045
MS Spectrum Cpd 2: Alliin: +ES| Scan (1.181, 1.378 min, 2 Scans) Frag=175.0V sample 7R.d
* 381.0779
B8
[
5201677
4 682.2199
460,2009
2 620.2367
0 Y } Jl.l.LlJI lnll [ | Il " - . , ,
200 300 400 S00 800 T00O BOD fslil 1000 1100
Counts ve Mass-lo-Charge (m/z)
MS Zoomed Spectrum
Cpd 2: Alliin: «+ES| Scan (1.181, 1.378 min. 2 Scan 0OV sample TR.d
178.h¢
x10 4 (ICE H11
‘ 8 (IC6 HT1 NJO3 S 203.0516
&
4
158.0630
£ 170.0806 189.1308
ol — - : Ll 1y ; ; : ; L.
150 155 160 165 170 175 180 185 180 195 200 205
Counls vs. Mass-to-Change (im/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
138.0542 1 40790.31
175.1181) 1 83683.04
178.0523 178.0532 544 1 92496.84 C6 HI1 N O3 S (M+H)+
179.0558 179.054 074 1 7546.4C6 HI1 N O3 S (M+H)+
180.0494 180.0504 594 1 3678.84 C6 HI1 N O3 S (M+H)+
203.0514 62409.64
204.068]] 1 57782.94
365.1039 1 26335.83
381.0779 1 88475.3
520.1677 1 34663.3
MSMS Spectrum
Y Cpd 2: Alliin: +ESI Product lon (1,226, 1.391 min, 2 Scans} Frag=175.0% CIDE1 1.8 (178.0523[z=
3.5 1/78.0518
" -
1.5 261.0969
1 494 1619 620.2253 840, 1094 1046 6819
0.8 )
1”“ |ll |||| “.l ool - |

|
200 300 400 500 700 200 1000

Counts va

Gon BOO 1100
Meass

o-Change (me)

MS/MS Spectrum Peak List

!zn/ z |Abund

130.0864 113.44

138.054 120.45
140.0704 94.22
149.07971 90.13
157.0143 86.55
175.1171 2049
178.0514 2 315.9
203.0504 82.78
204.0654 1 107.89
261.0969 93.24

Compound Structure



Alliin (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 3: Alliin Alliin 178.0522 1.397 | Auto MS/MS 177.045
MS Spectrum x10 5 | Cpd 3: Alliin: +ES| Scan (1.280, 1.455 min, 2 Scans) Frag=175.0V sample 8.d
1.44175. 1180
1.2
1 -
0.8
5 381.0780
:: j RARbSRS 7051821 g44 3714
lLi " |_..|| 1.1 Lo _— . I.IL. i L, . .
200 300 400 500 GO0 FOO BOO g00 1000 1100
Counts ve. Mass-to-Charge (mfz)
MS Zoomed Spectrum
%10 5 Cpd 3: Alliin: +ESI Scan (1.290, 1.455 min, 2 Scans) Frag=175.0v sample 8.d
1.4 175.0180
1.2
1 -
0.8
0.F
0.4
p2| 1520560 159.0760 184.0629 203.1487
0 — T i i | 1y L ; . ; ;
150 155 160 165 170 175 180 185 190 195 200 2085
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
130.0859 22073.83
138.0542 1 46570.95
175.118 1 149861.73
178.0522 178.0532 5.64 1 97806.94C6 HI1 N O3 S (M+H)+
179.0557% 179.054 1241 1 7561.13C6 HI1 N O3 S (M+H)+
180.0491 180.0505 7.69 1 5485.64C6 HI1IN O3 S (M+H)+
337.1701 1 17182.34
381.079 1 31510.09
543.129§ 1 17428.95
705.182]] 1 12909.03
MSMS Spectrum
Cpd 3: Alliin: +ES| Product lon (1.327, 1.487 min, 2 Scans) Frag=175.0v CIDG11.8 (178.0621[z=..
x10 2 178.0516
*
5
4
3
2 317.1418 606.0764
1 481.7353 767.3092 1006.3370
D__'_Jll.l - Il..\]'.nl‘ L i I — . . .
MS/MS Spectrum Peak List 200 = aoe Cgﬂﬂts 'us.c:\.qlgss-m-::‘arge nfr;:-]‘;lh ano 1000 1ea
;"/ Abund
130.085% 68.57
135.0447% 68.64
138.053 82.04
161.0247 71.87
175.1179 282.67
175.1434 61.9
178.0514 531.24
233.108¢ 63.07
317.1418 70.0]]
606.0764 91.9

Compound Structure




(+/-)-3-[(2-methyl-3-furyl)thio]-2-butanone (FG)
Compound Label Name m/z RT Algorithm Mass
Cpd 1: (+/-)-3-[(2-methyl- (+/-)-3-[(2-methyl-3- | 185.0655 0.814 | Auto MS/MS 184.0582
3-furyl)thio]-2-butanone | furyl)thio]-2-butanone

MS Spectrum
x10 4 | Cpd 1: {+/-)}-3-[(Z-methyl-3-furyljthio]-2-butanone: +ESI Scan (0.796 min} Frag=175.0V samplel.d
1.4 *
1.2
1
0.8
0.6
0.4
02 370.2445
o aulbail ' - i i .
200 300 400 500 S00 o0 800 S00 1000
Counts vs. Mass-to-Charge {m/z)
MS Zoomed Spectrum
x10 4 Cpd 1: (+50-3-[(2-mathyl-3-furylithio]-2-butanones: +ES| Scan (0.798 min) Frag=175.0% sample1.d
1.4 1859655
{[C8 H12 D2 S]+H)+
12
i 158.9730
i 172.0577
0.6
0.4 165.1127 ‘ J 201.0420
0.2
o L | i [ 1 L | ﬂ | i | A J | L
160 165 170 175 180 185 190 185 200 205 210
Counts ve Mass.io-Charge (miz)
MS Spectrum Peak List
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
127.0234 1 177209
143.0009 1 11529.44
145.0343 1 11476.0%
158.973 1 8444.04
185.0655 185.0631} -12.84 1 15463.84C9 H12 02 S (M+H)+
186.0671} 186.0662 -4.74 1 276§ C9H12 02 S (M+H)+
187.0651] 187.0605 24 1 1705.74C9 H12 02 S (M+H)+
194.1164 1 11218.54
222.1115 1 6244.77
224.1274 1 11499.64
MSMS Spectrum
x10 3 |Cpd 1: (#/)=3-[(2-methyl-3-furyl)thio]-2-butanone: +ES| Product lon (0.814 min) Frag=175.0Vv CID
4
35
3
2.5
2
1.5
1
0.5 - 3021709 423.7640 578.1402 875.1302 999.0439
0 ‘J..l ' Ll - r v . r r T ' v —
200 300 400 500 600 J00 B0 900 1000 1100
MS/MS Spectrum Peak List Counts vs. Mass-to-Charge (m/z)
m/ z |Abund
z
127.0224 1 2999.6]]
128.0244 1 720.7
129.0241 1 203.99
143.0019 237.69
145.0341 1 3621.28
146.0354 1 581.87
147.0299 1 417.45
159.052 273.37
175.0347% 254.19
185.0639 1 653.0]]
Compound Structure
o
CH3 cH3
H3C
S e



(+/-)-3-[(2-methyl-3-furyl)thio]-2-butanone (HG)
Compound Label Name m/z RT Algorithm Mass

Cpd 1: (+/-)-3-[(2-methyl- (+/-)-3-[(2-methyl-3- | 185.0657 0.986 | Auto MS/MS 184.0581
3-furyl)thio]-2-butanone | furyl)thio]-2-butanone

10 4 |Cpad 10 (+)-3-[(2-mathyl-3-Turyithiol-2-butanona: +ESI Scan (0,968 min) Frag=175 0V sample 6.d
MS Spectrum 1.75
1.5
1.25
1
,,’_l \ 3091655
0.25
0 Jlll_..t.h.l
200 300 400 SO0 [ Talr] 700D BOOD 2S00 1000 1100
Counts va, Mass-to-Changs (mdz)
MS Zoomed SpeCtmmK | Cpd 1 (+4)-3[(2-methyl-3-Tfurylithio]-2-butanones: +ES| Scan (0.968 min) Frag=175.0V sample &.d
1.75 185
16 {[CO H12 D2 S)+
1251 1589739
1
194 1170
0.75
_ 1751185
0.k
) ~: 1620756 201.0428
Q 2
I]|'.1| . I.Illjj, . ”l i I o ]
160 1685 170 175 18D 185 190 195 200 205 210
Counis ve. Mass-io-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
127.0239 1 21137.43
130.084 1 21977 .44
143.0012 1 11997.19
145.0342 1 14674.24
147.112 1 11270.94
158.9739 1 9293.3f
185.0657% 185.0631) -14.09 1 18192.1§ C9 H12 02 S (M+H)+
186.0672 186.0662 -5.19 1 4106.331CO H1202 S (M+H)+
222.1114 1 7680.7
224.1287 1 13200.59
MSMS Spectrum
Cpd 1 (+0=-2-[{2-rmathyl-3-Turyl)thial-2-butanone; «ES| Product lon (0,886 min) Frag=1750V CID
3
2.5
2
1.5
1
05 l * 291.0117 446.9745 727.3807 939.9408
04 ||.|I | ; n

200 300 400 500 aoo 700 8040 9040 10800
Counts vs. Mass-to-Charge (mJ/z)

MS/MS Spectrum Peak List

rzn/ z | Abund

127.0233 2266.87
128.023§ 1 680.89
130.0854 714.07

135.05 269.14
145.0344] 1 3058.04
146.036]) 1 673.52
147.034 1 244.15
157.0704 1 304.73
168.0511 245.39
185.0663 1 551.39

Compound Structure

8}

CH3 cH3



Benzo|b|naphtho[2,1-d|thiophene (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 4: Benzo[b]naphtho[2,1- 235.056 1.022 | Auto MS/MS 234.0486
Benzo[b]naphtho[2,1- d]thiophene
MS Spectrum N ; , p
x10 4 | Cpd 4: Benzo[b]naphtho[2,1-d]thiophene: +ESI Scan (1.004 min) Frag=175.0V sample 3r.d
1.75 251.301 409./1566
1.5
1.25
1
0.75 561.2952
0.5
0.25
O“ |||_hlldm J.ulll_‘ll‘l aloba ] . " g
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 |Cpd 4: Benzo[b]naphtho[2,1-d]thiophene: +ESI Scan (1.004 min) Frag=175.0V sample 3r.d
1.75 213.0742 2359560 251.030/1
151 (I[C16 H1P S]+H)+
1.25 223.0235
1
0.75
0.5 231.9881 243.0944 259.0700
0.25 |
ol 1 | L1 ] | L |
210 215 220 225 230 235 240 245 250 255 260
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
158.0914 1 20795.99
175.1185 1 776474.3%
176.1211 1 55511.49
213.0747 1 89967.17
235.054 235.0574 6.63 18081.94C16 H10 S (M+H)+
236.0584 236.0608 10.03 1 1304.43C16 H10 S (M+H)+
237.0539 237.0561 9.9 1825.741C16 H10 S (M+H)+
251.030]] 1 136350.54
253.0287 1 21716.94
409.1564 1 18662.01
MSMS Spectrum
x10 3 Cpd 4: Benzo[b]naphtho[2,1-d]thiophene: +ESI Product lon (1.022 min) Frag=175.0V CID@16.3 (...
175.1187
4
3,
24
i 319.1561 511.2780 715.3412 1027.1412
0 I L > 1 | 1L r : . ! 1
200 300 400 500 600 700 800 900 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

21/ z | Abund

157.108 160.54
175.1184 1 4347.84
176.1224 1 1057.4
213.07249 1 393.1
251.0312 185.03
319.1561 221.83
371.1934 175.4
375.125§ 1 183.09
384.0794 171.34
1144.154 190.74

Compound Structure



Benzo[b]naphtho[2,1-d]thiophene (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 3: Benzo[b]naphtho[2,1- 235.0567 1.147 | Auto MS/MS 234.0494
Benzo[b]naphtho[2,1- d]thiophene

MS Spectrum x10 4 |Cpd 3: Benzo[b]naphtho[2, 1-d]thiophene: +ESI Scan (1.130 min) Frag=175.0V sample 6.d
2 251.0308 409.1567

1.75

1.5

1.25

1

0.75

0.5

0.25

o L.;,Lnlnmhllml\n ik el i 1

561.2963

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum -
x10 4 |Cpd 3: Benzo[b]naphtho|[2,1-d]thiophene: +ESI Scan (1.130 min) Frag=175.0V sample 6.d
213.0746 2359567 251.0308
1.754 ([C16 H1|p S]+H)+
1.51 223.0244
1.25
1
0.754 227.9501
219.0266
0.5 243.0941
0.25 | ‘
ol_l i ‘ Al | 1 [ | [ | ‘
210 215 220 225 230 235 240 245 250 255 260

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
158.0919 1 21140.09
175.1189 1 661189.84
176.1218 1 42309.94
213.0744 1 89787.43
235.0567 235.0574 371 1 20911.64C16 H10 S (M+H)+
236.0595 236.0609 533 1 2073.94C16 H10 S (M+H)+
237.055]] 237.0561 44 1 1117.14C16 H10 S (M+H)+
251.0309 1 130391.84
253.0289 1 18705.04
409.1567 1 16773.3
MSMS Spectrum
x10 3 |Cpd 3: Benzo[b]naphtho[2.1-d]thiophene: +ESI Product lon (1.147 min) Frag=175.0v CID@16.3 (...
35| 175.1183
34
2.5
24
1.54
1
051 373.1959 536.1493 751.0074 876.2141
0 wod JUSC T 7 |

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

g1/ z |Abund

143.053 169.1]]
175.118 1 3242.84
176.1224 1 368.85
213.0704 293.9
214.0769 193.0]]
219.0259 293.0%
280.9801 186.55
373.1959 204.9
387.1844 1 184
876.2141 220.74

Compound Structure




S-Methyl-L-cysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 10: S-Methyl-L- S-Methyl-L-cysteine 136.0426 2.373 | Auto MS/MS 135.0353
cysteine
MS Spectrum wi( 4 [ Cpd 10 S-Meaethyl-L-cysteine: +ESI1 Scan (2.274, 2.447 min, & Scans) Frag=175.0v sample G.d
=

15

a

]

1

ot } 20 - 300 —.;:1; L _':r'u‘-'-- e;rhmr-.‘ T B r,lr';r-:" ) l|rl§:|’|h

Counts

Fib
5 vE, Mass-to-C

MS Zoomed Spectrum

w10 4 | &pd 10 S-Methyl-L-cysteine: +ES1 Scan (2,274, 2,447 mun, 2 Scans) Frag=175U0V sample G.d
G
4
A
1
(1] Li
1 115 120 125 130 135 1401 150 155 160
Counts vs. Mass-to-Charge (miz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z | Abund Formula Ion
136.0426 136.0427 064 1 71843.34 |C4 HON 02 S (M+H)+
137.0455 137.0451] -280 1 5064.83 C4 HO9N 02 S (M+H)+
138.0387 138.0394 531 1 3315.7JC4HINO2 S (M+H)+
175.1187 1 52567.63
200.1026 1 39879.11
229.1546 1 32632.66
265.0853 1 500405.03
266.0884 1 53050.69
267.0831) 1 23944.18
307.0955 1 21147.36
MSMS Spectrum
%10 3 | CGpd 10: S-Methyl-L-Cysteine: +ES| Product lon (2.292, 2.454 min, 2 Scans) Frag=175.0V CIDEE8. .
i 265.0845
0.8
0.6
0.4 75 26
-
0.2 139.1901 54 QASE
0 L 1 || 1 [ L L I
200 3040 400 B00 [=Tulu] 700 a00 1000 1100

Counts ve, Mass-to-Change (miz)

MS/MS Spectrum Peak List

Izn/ z |Abund
130.0474 70.41
136.0413 301.69
165.0554 86.95
175.1184 1 312.3%

176.14% 66.83
182.0437 131.44
191.03§ 107.23
200.1004 174.33
265.0844 1 885.31
266.0874 1 118.54

Compound Structure
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N-gamma-Glutamyl-S-trans-(1-propenyl)cysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 37: N-gamma- N-gamma-Glutamyl-S- | 313.0821 5.449 | Auto MS/MS 290.0929
Glutamyl-S-trans-(1- trans-(1-
propenyl)cysteine propenyl)cysteine
MS Spectrum
Cpd 37: N-gamma-Glutamyl-S-trans-{1-propenyljcysteine: +ES| Scan (5.357, 5.514 min, 2 Scans)
o +
158
1
0.5
0 Lot b ]
200 300 400 500 G600 F00 BOOD 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum Cpd 37 N-gamma-Glutamyl-S-trans-( 1-propanyl)jcysteine: +ESI| Scan (5.357, 5.514 min, 2 Scans)...
2 ‘ he21 N
%105 i
1.5
|
0.5
285 290 285 300 305 310 315 320 325 330 335 340
MS spectrum Peak List Counts vs. Mass-to-Charge (m/z)
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
145.0309 1 115562.3
162.0574 1 221428.24
188.07 1 141602.84
291.100]] 1 2774021.5
292.1037 1 350579.34
293.099]] 1 131943.54
313.0821 313.0829 249 1 218694.34 C11 HI8 N2 O5 S (M+Na)+
314.0844 314.0857 349 1 30068.54 C11 HI8 N2 O5 S (M+Na)+
315.0814 315.0814 -0.74 1 10736.34JC11 HI8 N2 O5 S (M+Na)+
453.1524 1 137983.44
MSMS Speclrl?x.:ni” 2 |Cpd 37 N-gamma-Glutamyl-S-trans-{ 1 -propenylicystaine: +ESI Product lon (5,371, 5528 min, 2
7
&
S
4
3
2
1 -
O T T T T T T T T T T T T T T T T
150 175 200 225 250 75 ADD 425 450 475 500 525 550 575 600 625
M_S/MS Spectrum Peak List - to-Charge (miz)
m/z z |Abund
137.1048 143.88
144.0805 128.54
145.0302 111.47
163.0599 70.33
m/z z | Abund
256.0885 71.7
268.0583 98.07
291.1013 1 693.38
292.1027 1 85.73
313.0841 112.5
315.1048 110.72

Compound Structure




(gamma-Glutamyl-gamma-glutamyl)-S-methylcysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 30: (gamma-Glutamyl- (gamma-Glutamyl- 394.1274 9.216  Auto MS/MS 393.1202
gamma-glutamyl)-S- gamma-glutamyl)-S
methylcysteine - methylcysteine
MS Spectrum g 1o = |Gpd 30 (gamma-Glutamyl-gamma-glutamyl)-S-methylcysteine: +ESI Scan (9089, 9.305 min, 2 5
o =14 H)
1.4
1.2
1
0.4 8 o 671.1999 ’ e Ao
0.2
| L L s
200 300 400 500 [«tuls] 700 BOOD b1 1000 1100
COUNTS va. Mass-10-Change (mz)
MS Zoomed Spectrum
%10 5 Cpd 30 (gamma-Glutamyl-gamma-glutamyl)-S-methylcysteine: <ES| Scan (9089, 9.305 min, 2 5
1.64
1.4
12
1
0.8
0.6
0.4
0.2 381.211( 416.1087
L T T T T T T T I T T T T T
370 375 380 a85 3590 385 400 405 110 415 120
Counts vs. Mass-to-Charge (mdz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
297.0564 12257.3
325.1125 1 11156.29
342.1389 1 15232.13
347.0944 1 35012.07
394.1274 394.1279 1.1 1 173406.1C14 H23 N3 08 S (M+H)+
395.1302 395.1307 1.29 1 29010.1C14 H23 N3 08 S (M+H)+
396.1285 396.1274 -2.74 1 11680.24 C14 H23 N3 08 S (M+H)+
509.1467 1 26447.94
671.1999 1 15423.13
923.285 2 11235.24
MSMS Spectrum
%10 2 Cpdd 300 (gamima L’.Iur.u‘nx_.;-l :‘:'I‘lli::‘”d agluitamyl - S-methylcyateine: +ESI Product kon (9115, 9.317 mi
N -
3
2 289 0015 E
1 510.152¢ — 1004, 3258
ol LI I..|L.|| | _ | g |
00 300 400 500 GO0 700 B0 200 1000 1100
Counts v, Mass-io-Change (mdz)
MS/MS Spectrum Peak List
m/ z |Abund
z
130.0507% 137.97
144.0103 148.74
144.0474 240.87
162.0569 127.12
234.0953 112.79
289.0917 114.45
347.0952 111.84
394.126§ 1 427.84
395.1274 1 214.77
396.1214 1 103.9

Compound Structure
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2-Propenyl 1-(2- propenylsulfinyl)propyl disulfide (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 72: 2-Propenyl 1-(2- | 2-Propenyl 1-(2- 237.0425 9.471 | Auto MS/MS 236.0353
propenylsulfinyl)propyl propenylsulfinyl)propyl
disulfide disulfide
MS Spectrum wio 5 [Cpd 72: 2-Propenyl 1-{2-propenylisulfiny!)propyl disulfide: +ESI Scan (5380, 9.532 min, 2 Scans)..
] y XY
0.8
08
(0.4 -
0.2
ollllod
20 SO 4N HN 2 104} 1000 17100
Counts vs
MS Zoomed Spectrum — —— — - TN .
%109 |€ rpd 7 2-Propanyl 1-{Z2-propanylsulfinyl)propyl disulfide: +E5S1 Scan (9,380, 9,532 min, & Scans)
1
0=
0.8
0.4 -
(£ }
- |
210 215 220 2285 23 235 240 245 250 255 260 265
Counts vs. Mass-1o-Charge (mifz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
123.0809 16684.11
137.1065 1 57633.64
237.0425 237.0434 454 1 35600.74 C9 H16 O S3 (M+H)+
238.0457 238.0462 444 1 4226.99C9 H16 O S3 (M+H)+
239.0384 239.04 573 1 4662.53 C9 H16 O S3 (M+H)+
240.0434 240.0425 44 1 450.64 C9 H16 O S3 (M+H)+
241.039 241.0369 9.03 1 360.64 C9 H16 O S3 (M+H)+
242.2837 1 115643.14
243.2863 1 23421.23
595.3815 1 29637.3
MSMS Spectrum — . . S = o
x10 2 Cpd 72 2-Propenyl 1=(Z2-propenylsulliny)propy| disullide. +ES| Product lon (9 395, 9547 min, 2 5
242 2822
7
[
i
3
= 1 139.184 528.2300 B27.4610 969.42306
1
o P TATEI I | P oY ol
200 210 10) 400 SO0 [STNN] FO0 BO0 S THTH] 1000 11000

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

!zn/ z | Abund
131.0504 303.83
132.0583 276.58
137.1053 1 557.61
151.1234 114.56

163.024 387.83
171.1004 109.99
196.0041 137.82
237.0423 213.75
242.2824 1 685.56
243.2869 1 185.07
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Fig. S2. Showing HR-LCMS-MS zoomed spectrum showing the ionization peaks of amino acids detected in
various extracts of garlic, with their chemical formula and structure

Al N-gamma-Glutamyl-S-allylcysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 36: N-gamma- N-gamma-Glutamyl-S-  291.1005 4.692  Auto MS/MS 290.0932
Glutamyl-S-allylcysteine allylcysteine
MS Spectrum Cpd 36: N-gamma-Glutamyl-S-allylcysteine: +ESI Scan (4,609, 4. 745 min, 2 Scans) Frag=175.0V
x106 | qe
2
1.5
1
(1] 447 2003 581.1926
R ~ T T T T T T T T
200 300 400 SO0 B0 FOID BOO f=Taln] 1000 1100

MS Zoomed Spectrum

Counts vs. Ma

ss-lo-Charnge [(miz)

Cpd 36: N-gamma-Glutamyl-5-allylcysteine: +ES| Scan (4.609, 4.745 min, 2 Scans) Frag=175.0V
i {4
2.5
2
1.5
1
05 267.1335 274.0735
265 270 275 2B0 285 290 285 300 ans 310 315
Counts vs. Mass-lo-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.031 1 189004.83
162.0577 11177509.61
267.1335 1158555.16
274.0735 1]68061.11
291.1005 |291.1009 |1.56 13077709 C11H18N205S (M+H)+
292.1033 |292.1038 |1.64 1 1408536.53 |C11 H18N205S (M+H)+
293.099 293.0994 |1.39 1]1149847.03 |C11H18N205S (M+H)+
297.0565 1]116861.4
447.2003 1147218.35
581.1926 1150753.96
MSMS Spectrum
»10 3 | Cpd 36 N-gamma-Ghutamyl-S-allylcysteine: +ES| Product lon (4,626, 4. 757 min, 2 Scans) Frag=1
1 5 291.1023
[
218.110¢ 523.048 749.4951 1016.8423
[ "
! L.A-jlu‘l fil' ] 4 "||‘l S0 |]|‘- J _I‘le 3(! 1] o : 1] i} 11} 1 1‘:'u‘|

%, Mass-10-Ch

arge (mi'z

MS/MS Spectrum Peak List

lzn/ z | Abund

130.049 1 367.32
136.0607 160.24
137.1071 201.03
145.0314 1 2840.62
146.0309 1 197.69
150.9863 176.14
162.0582 751.14

Compound Structure
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291.1023 1 3303.67
292.10540 1 741.11%
293.1019 1 237.28

Compound Structure



Al N-gamma-Glutamyl-S-allylcysteine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 29: N-gamma- N-gamma-Glutamyl-S- | 291.1002 3.155  Auto MS/MS 290.093
Glutamyl-S-allylcysteine | allylcysteine
MS SpeCtrum Cpd 26: N-gamma-Glutamyl-S-allylcysteine: +ESI Scan (3045, 3.224 min, 2 Scans) Frag=175.0V
=
8
]
4
2
o T T T T T T T T v T
200 300 400 SO0 BO0 FO0 BOOD =l ] 1000 11
Counts vs. Mass-to-Charge (mdz)
MS Zoomed Spectrum
Cpd 29: N-gamma-Glutamyl-S-allylcysteine: +ESI Scan (3.045, 3.224 min, 2 Scans) Frag=175.0V...
*
8
6
4
2
|

265 270 275 280 285 290 295 300 305 310 315
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 26602.79
145.0312 1 39058.01
162.0574 1 79485.19
213.1224 1 13399.64
224.1275 1 16102.93
274.0735 1 17122.5%
291.1007 291.1009 23 1 941710.94C11 HI8 N2 05 S (M+H)+
292.1037 292.1038 1.84 1 120510.54 C11 HI8 N2 O5 S (M+H)+
293.099]] 293.0994 1.0 1 46902.64C11 HI8 N2 05 S (M+H)+
453.1525 1 13620.5
MSMS Spectrum
«10 3 Cpd 20: N-gamma-Glutamyl-S-allylcysteine: +ESI Product lon (3.074. 3.236 min, 2 Scans) Frag=1
2
15
1 1
05
0
200 300 200 s00 &00 Foo 800 Qo0 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List
m/

z | Abund
z

122.094 115.99
130.0503 493.89
137.1054 186.53
145.0311 1 2293.294
149.1059 1 116.5%
162.0583 231.04
177.1012 98.7
195.1114 1 152.5]]
291.101 2 960.5
292.1044 2 193.24

Compound Structure



A1l N-gamma-Glutamyl-S-allylcysteine(HG)

Compound Label Name m/z
Cpd 33: N-gamma- N-gamma-Glutamyl-S- 291.1011
Glutamyl-S-allylcysteine | allylcysteine

RT
9.677

Algorithm
Auto MS/MS

MS Spectrum Cpd 33: N-gamma-Glutamyl-S-allylcysteine: +ESI Scan (8.575, 9.752 min, 2 Scans) Frag=175.0V...

2914011
o ([C11 H18 NP SJ+Hi+

2
1.5

1
N 384.1273 581. 833.2537 9953014

o T T T T — . T T T T

200 300 400 500 GO0 700 800 0o 1000 1100
Counts vs. Mass-lo-Charge (m/z)

Mass
290.0938

Cpd 33: N-gamma-Glutamyl-5-allylcysteine: +ES| Scan (9.575, 9.752 min. 2 Scans) Frag=175.0V_..
MS Zoomed Spectrum 7 & 2513011
{[C11 H1B N2 O5 S]+H)+
x10 6 2
1.5
1
U 2650840 313.0825
0 : . : , : S E . : : . . .
265 270 27 280 285 290 M5 300 30E 310 31
Counts vs. Mass-to-Charge (m/fz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0314 1 130561.4]
162.0581 1 225254.39
274.0747 1 57073.71
291.1011] 291.1009 -0.54 1 2711218.24C11 HI8 N2 05 S (M+H)+
292.104]] 292.1038 -0.94 1 326837.31C11 H18 N2 05 S (M+H)+
293.0999 293.0994 -1.66 1 124743.74C11 HI8 N2 05 S (M+H)+
347.0944 1 23873.44
394.1273 1 84218.04
424.12 1 29705.94
581.1934 1 27569.21
MSMS Spectrum x10 3 |Cpd 33: N-gamma-Glutamyl-S-allylcysteine: +ES| Product lon (8 580, 5. 704 min, 2 Scans) Frag=1
7
5]
5
4 91.1015
3 -
2
1 3800357 581.1857 95
g’/ z |Abund g RIS )
130.049 1 577.94
145.0311 1 6212.68
145.0774 2 115.14
146.0354 1 221.3
162.0569 1 910.37
165.111§ 103.57
274.074 129.83
291.101§ 1 3097.29
292.1019 1 346.74
293.0994 1 176.63
Compound Structure
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Al N-gamma-Glutamyl-S-allylcysteine(AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 39: N-gamma- N-gamma-Glutamyl-S- 291.0996 8.144 | Auto MS/MS 290.0923
Glutamyl-S-allylcysteine  allylcysteine

MS Spectrum =10 © |Epa 39 N-gamma-Glutamyl-S-allylcysteine; +ES| Scan (8.051, 8.212 min, 2 Scans) Frag=175.0V
1.4 *
1.2
9
0.8
0.6
0.4
0.2
200 300 400 500 00 700 BO0 D00 1004 1100
Counis va, Mass-io-Charnge (mdz)
MS Zoomed Spectrum «10 & |Cpd 39 MN-gamma-Glutamyl-S-allylcysteine: +ES| Scan (8.051, 8.212 min, 2 Scans) Frag=175.0V

1.4

12

1

0.8

0.6

0.4

02

|
— ™ — — T - — T — ~T ™
265 270 275 280 285 290 295 300 305 310 315

- Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

m/z Calcm/z Dif-f(ppm) z |Abund Formula Ion
145.0309 47693.29
162.0573 1 97595.64
188.0694 1 199926.14
231.1689 31704.39
253.1219§ 1 35847.91
267.1333 1 33763.1
291.0999 291.1009 4.64 1 1450204 C11 HI8 N2 O5 S (M+H)+
292.1027 292.1039 383 1 169544.94 C11 HI8 N2 05 S (M+H)+
293.0985 293.0994 324 1 62272.84C11 HI8 N2 05 S (M+H)+
344.1798 1 46014.84
MSMS Spectrum
Cpd 39; H-gamma-Glutamy|-S-alilcysiaing: +ES] Product lon (8063, 8224 2 Seams) Frs
-
2
1
ns
MS/MS Spectrum Peak List ! 200 300 400 500 00 700 BO0 000 1000 1100
m/ z | Abund Counts vs. Mass-to-Charge (miz)
z
130.049 308.02
145.0302 1804.53
162.0564 520.57
188.0693 174.61
228.0677 149.05
231.164 149.39
267.1324 134.88
2914 1 2214.19§
292.0994 1 349.73
344.1774 1 158.5]]

Compound Structure
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A2 L-gamma-Glutamyl-S-allylthio- L-cysteine (FG)

Compound Label Name m/z RT Algorithm
Cpd 63: L-gamma- L-gamma-Glutamyl-S- | 323.0714 6.013 | Auto MS/MS
Glutamyl-S-allylthio-L- allylthio-L-cysteine
cysteine
MSSpectrum w10 f Cpd 63 1 it amyl=S-allylthio-L-cystaing: +ES| Scan (58527, 6.073 mar ans] Frag
14 (IC11 HIE 05 52]+H)+
1.2
1
D8
0.6
0.4 - 454.1623
paz{ 194.0293 6451355
0 L
N 300 400 500 00 7 BOD GO0 1000 10
Couns va, Mass-lo-Charge (m'z)
MS Zoomed Spectrum 100 * Cpd 83: L-pamma-Glulamyl-S-allylihio-L-cysieine: +ES| Scan (5927, 6.071 min, 2 Scans) Frag=1
id - 14
(IS11 ¢ M
1
08
fi
0.4
02 306.0449 3131200 |
0 |
65 3 05 10 15 20 125 330 135 140 45 54
Counts va. Mass-to-Charge (mdz
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 45520.84
291.0999 1 88783.43
295.1274 1 41676.54
323.0714 323.073 49 1 1534914 C11 H18 N2 O5 S2 (M+H)+
324.0745 324.0757 3549 1 196654.94 C11 H18 N2 O5 S2 (M+H)+
325.0691 325.0704 4.04 1 122642.4 C11 H18 N2 O5 S2 (M+H)+
326.0719 326.0728 2.64 1 17167.44 C11 H18 N2 O5 S2 (M+H)+
419.144 1 51139.59
450.134 1 44177.8%
454.1623 1 140253.99
MSMS Spectrum
" Cpd Glitanmyl-5-aliylihio-L-cystaing: +ESI Product lon (5,841, 6,085 min, 2 Scans) F
T 32
14
13
4 ’ 231.1007 — 708, 1979
.iJuh Li il |- | lad |
200 300 400 500 BO0 J00 RO aon 1100
R Counts ve, Mass-io-Charge (rmiz
MS/MS Spectrum Peak List L fage-lo-Charge (V)
m/z z | Abund
120.0802 209.4]]
130.0493 357.24
137.1075 420.57
1519823 1 239.34
158.0968 1 242.93
166.084% 175.67
194.027]] 161.17
231.1097 164.39
323.0714 1 1482.5
324.0741 1 225.79
Compound Structure
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A2 L-gamma-Glutamyl-S-allylthio- L-cysteine (HG)

Compound Label Name m/z RT Algorithm
Cpd 58: L-gamma- L-gamma-Glutamyl-S-  323.0721 10.948 Auto MS/MS
Glutamyl-S-allylthio-L- allylthio-L-cysteine
cysteine
MS Spectrum
i gl 58 garnma-Ghutannyl by eines: +ESI Scan (1 - [ 5 Frag
1 a7
( {7+
1
|
F. ] 4 00 00 200 1100
MS Zoomed Spectrum [ ass-lo-Charge (mie)
P %10 € Cpdd 58 L-gamma-Glutamyl-S-allyithio-L-Cysteing. +ES| Scan (10,884, 11,008 min, 2 Scans) Frag
1
0.8
0.6
0.4
L N . -
295 300 305 310 ] 325 330 335 340 345 350
as-1o-Charge (miz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
194.0294 1 56927.73
291.1003 1 96230.69
295.128]] 1 132254.04
323.0721 323.073 274 1 1276053.84 C11 H18 N2 O5 S2 (M+H)+
324.0752 324.0757 144 1 167495.094 C11 H18 N2 O5 S2 (M+H)+
325.0698 325.0704 199 1 108291.34 C11 H18 N2 O5 S2 (M+H)+
326.0722 326.0728 1.64 1 14264.44 C11 H18 N2 O5 S2 (M+H)+
367.1314 1 47555.94
450.135 1 75850.49
454.1629 1 99342.23
MSMS Spectrum -
x10 3 |Cpd 58: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ESI Product lon (10.877, 11.018 min, 2 Scans...
323.0734
14 S
1.2
1
0.8
0.6 166.0849
0.4 454.1629
02 ‘ 668.1034 780.2163 956.4611
041 i bl s ¥ Lihiil, i . : . - .
200 300 400 500 600 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ z | Abund
z
130.0489 231.74
137.1054 1 198.01
154.0494 144.97
166.0849 305.47
217.08]] 198.95
291.098% 1 227.68
295.1274 284.49
323.0734 1 1334.3%
325.068 1 374.47
454.1629 205.59
Compound Structure
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A2 L-gamma-Glutamyl-S-allylthio- L-cysteine (AG)

Compound Label
Cpd 60: L-gamma-
Glutamyl-S-allylthio-L-

cysteine
MS Spectrum
X105
3
2.5
2
1.8
1
1.5
0
200
MS Zoomed Spectrum

Name m/z RT Algorithm
L-gamma-Glutamyl-S- | 323.0713 9.068 Auto MS/MS
allylthio-L-cysteine

Mass
322.0642

3 W71

5 |Cpd 60: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ES| Scan (8.982, 9.128 min, 2 Scans) Frag=1..

00

400

=1
Counts vs

(=100N]

700 800
Mass-to-Charge (m/z)

900

100

17100

LS

10§ |Cpd 60: L-gamma-Glutamyl-S-allylthio-L-cysteine: +ES| Scan (8982, 9.128 min, 2 Scans) Frag=1..

1

295 300 305 311 335 340 345 A50
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
169.0751] 1 32591.8
291.0995 1 30678.0
295.127 1 65258.39
323.0713 323.073 509 1 336869 C11 H18 N2 O5 S2 (M+H)+
324.0744 324.0757 3] 1 46546.63 C11 H18 N2 O5 S2 (M+H)+
325.0692 325.0704 38 1 30053.03 C11 H18 N2 05 S2 (M+H)+
326.072 326.0729 224 1 3864.94 C11 H18 N2 05 S2 (M+H)+
424.1689 1 34131.23
450.1338 1 40546.44
454.1617 1 96231.27
MSMSSpectruln w1 A a=L3l; myl=S=allyithio-L=Cysteme. *ES| Product lon (8,995, 9140 min, 2 Scans) F
. B
g SLsiRadiighi IL L Ids Bl L | v
20 ) 1) (K B i 1M 10
ool Mass-1o-Charge (miz)
MS/MS Spectrum Peak List _
m/z Calc m/z |Diff (ppm) z [Abund Formula Ion
120.0112 168.23
130.0502 194.5
133.0654 119.9
169.073 167.44
229.0927 115.73
249.0537 168.09
261.1255 124
313.1154 125.9
323.0713 323.073 5.19 398.2 C11 H18 N2 O5 S2 (M+H)+
324.0714 1 252.]
Compound Structure
= o g
o T
“o -



A3 N-Acetyldjenkolic acid (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 32: N-Acetyldjenkolic 'N-Acetyldjenkolic acid  297.0565 4.548 | Auto MS/MS 296.0492
Acid
MS Spectrum
x10 5 | Cpd 32: N-Acetyldjenkolic acid: +ESI Scan (4.453, 4.609 min, 2 Scans) Frag=175.0V samplel.d
12 2979565 315.1287
’ ([C9 H16 N2|O5 S2]+H)+
1
0.8
291.0995
0.6 311.1226
0.4 273.0895
o2 287.1537 304.1826 323.1258
o ot M, MESUEIPUN IS B B BV T B A mll', e a erl J,Arg;ﬁj .
270 275 280 285 290 295 300 305 310 315 320 325
MS Zoomed Spectrum Counts vs. Mass-to-Charge (m/z)
x10 5 |Cpd 32: N-Acetyldjenkolic acid: +ESI Scan (4.453, 4.609 min, 2 Scans) Frag=175.0V samplel1.d
1.2 31%.1287
1
08l 447.2004
0.61
0.4
0.21
Oh ‘l.“’.\ Lhu Lol J“LLL | 2

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
267.133 1 62370.9
291.099 1 51390.9:
297.056! 297.057 279 1 130102.69 C9 H16 N2 O5 S2 (M+H)+
298.059 298.059 2.2 1 17218.49C9 H16 N2 O5 52 (M+H)+
299.053]] 799.0549 49§ 1 12015.74CS H16 N2 O5 52 (M+H)+
300.054 300.05 9.04 1 1371.34C9 H16 N2 05 S2 (M+H)+
311.122 1 36971.2
315.128 1 137099.59
424.1191} 1 50461.09
447.200 1 6/434.5]
MSMS Spectrum 410 2 |Cpd 32: N-Acetyldjenkolic acid: +ESI Product lon (4.475, 4.622 min, 2 Scans) Frag=175.0V CID@..
4
3 ;’ 297 11555
25
2
1.5 424.1186
1 569.1501 1136.6480
“ MIH‘W il ol | I ! |
MS/MS Spectm Peak List ° 200 300 ‘ Ham) 500 600 700 800 900 1000 1100
m/ z Abund Counts vs. Mass-to-Charge (m/z)
z
120.009§ 360.53
120.0§ 153.04
122.0074 169.97
130.0482 270.9
150.9869 356.53
168.0124 190.67
180.103 1 134.05
267.1335 267.1
291.100]] 268.4
297.055§ 1 270.99
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A3 N-Acetyldjenkolic acid (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 26: N-Acetyldjenkolic 'N-Acetyldjenkolic acid  297.0562 2.835 | Auto MS/MS 296.049
Acid

MS Spectrum x10 4 Cpd 26: N-Acetyldjenkolic acid: +ESI Scan (2.724, 2.911 min, 2 Scans) Frag=175.0V sample 4.d
267.13%1

424.1193
. 534.2099
! 660.8676
o ik g Wbl L), U'-QUH twhl LL it L_ 2L | — -
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum x10 4 Cpd 26: N-Acetyldjenkolic acid: +ESI Scan (2.724, 2.911 min, 2 Scans) Frag=175.0V sample 4.d
175 2979562
: (IC9 H16 N2|O5 S2]+H)+
1.5
1.25
1
0.75
0.5 273.0893 290.0881 306.0995 m—
0.25
o II{LAllllulwllA‘nlkl‘;linllll | s o lad)icgu Mol [
270 275 280 285 290 295 300 305 310 315 320 325
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z |calcm/z  |piff(ppm) | z |Abund |Formula J1on |
136.0619 1 10082.09
137.1065 1 25710.88
194.0294 13369.56
213.1224 1 17948.91
224.1274 1 16936.87
267.1331) 1 32673.57
297.0562 297.0573 37 1 19130.8 C9 H16 N2 O5 S2 (M+H)+
298.0592 298.0599 24 1 2490.63 C9 H16 N2 05 S2 (M+H)+
299.0537 299.0544 3.0 1 1528.911 C9 H16 N2 O5 S2 (M+H)+
300.0579 300.057 -3.21 1 273.4C9 H16 N2 O5 S2 (M+H)+
MSMS Spectrum

x10 2 |Cpd 26: N-Acetyldjenkolic acid: +ESI| Product lon (2.743, 2.928 min, 2 Scans) Frag=175.0Vv CID@

3.5 297.0540
150.9867 -
3
2.5 224.1269
2
1.5
1 472.1321 589.9935 747.2208 1019.7908
0.5
(o]
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ Abund
z
120.011 249.05
136.0594 181.07%
150.98674 279.98
151.9814 111.34
155.0384 110.24
194.031§ 119.54
224.1264 199.03
227.1723 104.37
266.6054 127.54
297.059 317.92]
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Compound Label
Cpd 26: N-Acetyldjenkolic ' N-Acetyldjenkolic acid  297.057 7.853 | Auto MS/MS

acid
MS Spectrum

x10 4

MS Zoomed Spectrum
x10

o

A3 N-Acetyldjenkolic acid (HG)
Name m/z RT Algorithm

Mass
296.0497

- N W AMNOO

Cpd 26: N-Acetyldjenkolic acid: +ES| Scan (7.753, 7.923 min, 2 Scans) Frag=175.0V sample 6.d
2979570
(ICO H16 N2|O5 S2]+H)+
441.1532 o
J 666.2447 839.2487 1008.3585
bl \i 1990 0 O O L Ly . 1l i LaL L
200 300 200 500 600 700 800 9200 1000 1100

Counts vs. Mass-to-Charge (m/z)

a4

Cpd 26: N-Acetyldjenkolic acid: +ESI Scan (7.753, 7.923 min, 2 Scans) Frag=175.0V sample 6.d

2979570

6 (IC9O H16 N2|O5 S2]+H)+
5
273.0896
4
31 311.1237
2
14 281.1499 291.1361
o) | 5 L l I s 1 |
270 275 280 285 290 295 300 305 310 315 320 325
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
222.1117 1 7665.24
224.1277 1 13179.99
268.1034 7768.64
273.0894 1 36375.31
297.057 297.0573 114 1 70188.74 C9 H16 N2 05 S2 (M+H)+
298.0607) 298.0599 -099 1 7801.04 C9 H16 N2 O5 S2 (M+H)+
299.0535 299.0544 3.64 1 6226.44 C9 H16 N2 O5 S2 (M+H)+
311.1237 1 19680.8
325.1118 7110.84
441.1532 1 9008.64
MSMS Spectrum
w10 2 | Cpd 26: N-Acaetyldjenkolic acd: +ES| Product lon (7.771, 7.936 min, 2 Scans) Frag=175.0v CIDE ...
1
.1
i 1168 B2 GHOE 118.3314
1 1084 3177
o .LLLIJ.ML‘..L.LA_A...AJ fdal |- . alil S Ta—T -
200 300 A00 500 ( BO0 SO0 10000 1100

% vs, Mass-to

sharge (mdz)

MS/MS Spectrum Peak List

m/z z |Abund
120.0105 187.04
130.0475 193.12]
143.0022 271.9
145.0345 128.56
1509891 1 511.12
168.0149 197

224.1267 109.1
273.0891) 1 161.2]
275.0944 1 118.9
297.0539 1 213.31
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A3 N-Acetyldjenkolic acid (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 33: N-Acetyldjenkolic | N-Acetyldjenkolic acid 297.0559 7.493 | Auto MS/MS 296.0487
acid
MS Spectrum W10 4 | P a3 M-Acetyidjenkohc acid +ES| Scan (7,367, 7580 min, 2 Scans) Frag=175 0v sample 8.0
p ‘ Pkl
1.8 1.18081
1 Ly 1
0.5 |-
L 11100 P T 1T WAL o T | | ¥ i d i i

SO0 30 A0 SO GO 700 QOO 1 G 11040

Counts va. Mass-to-Chargea (mdz)

ja | Epd 33 N-Acaetyldjenkobc acid; +ES) Scan (/.367, 7.5850 min, & Scans) Frag=17/5.0V sample 8 .d
257 BE59 Vi1, 1224
MS Zoomed Spectrum a (lca H16 N2|O |+ H )=

odt. . | Ll ,

270 275 2810 285 290 295 200 L8 L) 210 il I 320 225
Counts vs, Mass-to-Charge (mdz)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
127.0494 1 36078.7
140.067§ 13515.19
265.078]] 1 79521.27
297.0559 297.0573 471 1 34863.3§ C9 H16 N2 O5 S2 (M+H)+
298.0583 298.0599 543 1 4413.09 C9 H16 N2 O5 S2 (M+H)+
299.0534 299.0544 3.1 1 2522.79C9 H16 N2 O5 S2 (M+H)+
311.1224 1 33138.93
347.0932 1 21900.09
509.1457 1 21098.03
671.1981 1 11282.17%
MSMS Spectrum — — -
x10 2 |Cpd 33: N-Acetyldjenkolic acid: +ESI Product lon (7.392, 7.594 min, 2 Scans) Frag=175.0Vv CID@...
3.5
3
2.5
2 265.0773
1.5 - 1020.7836
1] 509.1460 671.1919
862.2642
H | | | |
ol TR T TP RN [ 1 T |, A
200 300 400 C50(,) b;\%() N 7C()h(l (8(?0) 900 1000 1100
- nts vs. ass-to- arge (m/z
MS/MS Spectrum Peak List ountsve °
m/ z |Abun
z d
120.0813 113.42]
127.0484 335.59
140.0654 236.96
150.9864 214.34
168.0123 158.7
181.0949 131.28]
181.1214 116.84]
265.0773 152.51
297.0529 1 131.82]
311.1209 121.81]

Compound Structure



A4 L-threo-3-Phenylserine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 10: L-threo-3- L-threo-3-Phenylserine 182.0808 1.877 | Auto MS/MS 181.0735
Phenylserine
MS Spectrum =10 % |Spa 100 Lanres-3-Phanyisering: +E51 Scan (1,798, 1.921 min, 2 Soans) Frag=175 0V samphke.d
1.4 i
1.2
1
oy 307.05%51
0.6
1283.218
0.4
0.2 107103531
0 lLMLIJI‘I.JL e l L M | 1
200 300 400 500 GO0 TOo0 "BOO 00 1000 11700
Counis va. Mass-to-Change (m'z)
MS Zoomed Spectrum _ 4 = |Cpd 10 L-thigo-3-Phanylaaring: +ESI Scan (1. 788, 1.921 min, 2 Scans) Frag=175 0V sample1.d
1.4
1.2 3 1542
1
0.8
0.6 200.1023
0.4 N 208 0631
0.2 170.0805 1.0369
1 d I
165 180 145 170 _ 175 'I:ﬂ- l!*%'- 1640 1658 200 208 210
. Counts va, Mass-to-Charngs (m'z)
MS Spectrum Peak List _ s e e
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
123.0434 1 64869.4
126.0659 1 96804.41
136.0754 1 165782.84
160.1075 1 92691.31
165.0542 1 97882.13
175.1184 1 117772 .3
182.0441) 1 52764.9
182.0809 182.0812 204 1 148789.74 C9 H11 N O3 (M+H)+
183.0839 183.0843 274 1 14481.44 CO H11 N O3 (M+H)+
307.0951 1 65549.44
MSMS Spectrum
%10 2 | Cpd 10: L-three-3-Phenyiserine: +ES| Product lon (1.812, 1.941 min, 2 Scans) Frag=175.0v CID.,
5 o
4
3 it
-
i
1 196
ol hibl | -l

T T ™ T ™ T T T —
340 3560 380 400 420 440 450 480
arge (m/z}

140 160 180 200 220 240 260 280
Counts vs. Mas

MS/MS Spectrum Peak List

21/ z | Abund
123.04349 1 347.27
126.0624 151.67|
130.0494 134.05
136.038] 136.9]
136.0764 471.91
137.079] 153.18]
160.1064 1 216.78
165.0514 144.87|

175.119 1 239.78
182.0834 203.76

Compound Structure
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Compound Label
Cpd 9: L-threo-3-

Phenylserine

MS Spectrum

MS Zoomed Spectrum

A4 L-threo-3-Phenylserine (DG)

Name m/z RT Algorithm Mass
L-threo-3-Phenylserine 182.0811 1.382 | Auto MS/MS 181.0732
%10 4 |Cpd 9 L-threo-3-Fhanylsarnne: +E51 Scan (1.275,1 417 min, 2 Scans) Frag=1 /50 sample 4.d
1.8
1
.5
0
200 300 4000 S0 G F00 B0 Q0 1Er00 1100
Counts vs, Mass-to-Charge (mi'z)
w10 4 |Spd 9 L-threo-3-Phenylsernne: +ES| Scan (1.275, 1.411 min, 2 Scans) Frag=1/75.0V sample 4.d
-
10
1
0.5
o I

165 160 165 170 175 180 185 i 195 200 205
Counts vs, Mass-to-Charge (miz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z | Abund Formula Ion
136.061 1 84476.3
136.0729 47489.44
175.1184 1 47398.39
182.0811] 182.0812 0.59 25826.34 CO H11 N O3 (M+H)+
183.0839 183.0843 3.04 1 3051.221C9 H11 N O3 (M+H)+
184.0701 184.0863 88.11] 1 929.74 C9 H11 N O3 (M+H)+
214.0706 1 45683.59
265.0846 1 63917.13
276.1434 1 40785.05
307.0951 1 93545.48
MSMS Spectrum
x10 2 Cpd 9: L-threo-3-Phenylserine: +ES| Product lon (1.314, 1.449 min, 2 Scans) Frag=175.0V CID@
8
G
4
2 *
180 200 250 300 350 400 450 500 550 600 650 700 750 BOO BS0 900 950

Counts vs. Mass-lo-Charge (m/z)

MS/MS Spectrum Peak List

g"/ z |Abund
120.0517 146.79
121.064 141.02
123.0450 1 200.54
130.0491 1 174.62
136.03§ 202.67
136.0753 851.1
165.056 167.24
166.0574 120.01
182.1174 155.16
229.1524 136.61
Compound Structure
OH o

OH
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A4 L-threo-3-Phenylserine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 8: L-threo-3- L-threo-3-Phenylserine 182.0811 2.233  Auto MS/MS 181.0739
Phenylserine
MS Spectrum — - - — p— p— S - - - m———
w10 4 Cpd 8. L-threa-3-Phanylserine: +ESI Scan (2.143, 2.274 min, 2 Scans) Frag=175.0% sample 6.d
4
L]
1
0 | 5 - N T - I T DI T ' W PEE—" - - -
MS Zoomed Spectrum 200 300 400 500 s00 700 =Tulu} 1000 1100
Counts vs. Mass-1o-Charge
w10 4 |Cpd B L =threc-3-Phenylsenne: +E5S1 Scan (2,143, 2 274 min, 2 Scans) Frag=175.0V sample G.d
E
1
1
“ 155 161 165 170 75 180 185 180 195 200 205 210
Counis vs, Mass-to-Tharge (mdz]
MS Spectrum Peak List
m/z Calc m/z |Ditf(ppm) z |Abund Formula Ion
130.049 1 67369.7
136.075¢ 1 78697.79
175.118 1 79923.34
182.0811] 182.0814 024 1 60938.94C9 HIT N O3 (M+H)+
183.084 183.084 064 1 7056.14 C9 H11 N O3 (M+H)+
154.086 154.086 1o 1 7587 COHIIN O3 Qe
229.154 1 56978.6
265.085 1 198058.29
307.095 1 114990.
332133 T 872250
MSMS Spectrum
w10 @ Cpd 3 L-threo-3-FPhanyisaring: +ES1 Product lon (2,158, 2 308 min, 2 Scans) Frag="1 75 0% CIDWGgED
4
L)
i -
o o >—l‘|_| T "‘.I"I—!"V N -ﬂll"l'l! '-\l'rll' ) :'I’:ll'! Hf’HI % |I‘1f_' 10 ;I'II'I 1 ITH'I
Counts vs ss-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ z | Abund
z
123.0439 1 269.61
130.0499 222.85
136.041 85.21
136.0755 381.62
137.0793 135.95
147.0431) 247.86
154.05 166.6
165.0541 1 286.68|
176.1234 83.6)
182.0833 1 91.34
Compound Structure
OH o

OH




A4 L-threo-3-Phenylserine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 8: L-threo-3- L-threo-3-Phenylserine 182.0802 2.131 | Auto MS/MS 181.0729
Phenylserine
MS Spectrum
10 % |Cpd B Lahreo-3-Phenylserne, +ES| Scan (2,052, 21817 min, 2 Scans) Frag=175.0V sample B.d
1.6 . 307.0847
1.4
1.2
1
0.8
0.6 16 ;
0.4 1
0.3 ) 167.2321 Ll
I.J Ll I AL L i I
200 300 00 SO0 Boo Foo BOO [=Tul¥] 100 1100
Counts va. Mass-lo-Charge (miz)
MS Zoomed Specuumh: 10 Cpd B: L-threa-3-Phenylserine: +ESI Scan (2.052, 2,181 min, 2 Scans) Frag=175.0V sample B.d
1.6 3
1.4
1.2
1
0.8
0.6
0.4
0.2 I ( 16!
155 160 685 170 175 180 185 190 195 200 208 210
Counts va. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcm/z Dif_f(ppm) z |Abund Formula Ion
123.0434 1 75345.04
130.0494 1 67060.01
136.0752 1 226207.69
165.0538 1 119975.64
175.1179 1 57476.74
182.0802 182.0812 519 1 165415.43 C9 H11 N O3 (M+H)+
183.0833 183.0843 561 1 16651.49C9 H11 N O3 (M+H)+
217.08]] 1 67969.71
229.1537 1 55714.64
307.0947 1 226090.39
MSMS Spectrum
?u.\i."? Cpd 8 L-threo-3-Phanylaaring: +ESI Product lon (2 067, 2,196 min, 2 Scans) Frag - )
a
4
2 I 107
o TR
200 104 A0 S5O0 GO0 700 BooO BOOD 100010
Counts va, Mass-10-Charge (imfz)
MS/MS Spectrum Peak List
m/z Calcm/z Diff (ppm) z |Abund Formula Ion
121.0643 204.25
123.044]] 491.71
130.049 96.07
132.1004 112.79
136.075]] 1 808.22
158.0935 104.08
165.053 1 307.9
182.0802 182.0812 5.5 211.4C9 H11 N O3 (M+H)+
217.0832 101.88
307.0919 90.8:

Compound Structure




AS N-D-Glucosylarylamine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 52: N-D- N-D-Glucosylarylamine 278.1013 5.456 | Auto MS/MS 255.1121
Glucosylarylamine
MS Spectrum w10 8 [ Cpd 520 N-D=Glucosylarylarmine: «+ESI Scan (5.371, 5505 min, 2 Scans) Frag=175.0V sample1.d
1 il
(481
(4N
0.4
(4 B l
oddLld L ldd Lilils )
200 F00 A0 S GO B =T 0] 1000 1100
Counts Mass-to prgE ('
w10 8 Cpd 520 N-D=-Glucosylarylamine: «ES1 Scan (55371, 5505 mn, 2 Scans) Frag=175.0V samplie1.d
MS Zoomed Spectrum : '
[§ X1
i 4
¥ 5l 1 ]
o "
254 255 264 265 275 2Es 290 295 300 305
5. Mass-o-C
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
120.0803 1 241964.71
166.085¢ 1 186332.93
278.1013 278.0999 -5.04 1 104972.54 C12 H17 N O5 (M+Na)+
279.1047 279.1031 -5.44 1 15739.74 C12 H17 N O5 (M+Na)+
280.1089 280.1052 -13.35 1 2064.44 C12 H17 N O5 (M+Na)+
291.1007 1 356589.6]
295.1277 1 2972101
296.1313 1 434145.84
450.1344 1 217953
457.1794 1 61340.83
MSMS Spectrum
x10 3 |Cpd 52: N-D-Glucosylarylamine: +ESI Product lon (5.392, 5.521 min, 2 Scans) Frag=175.0V CID...
232.0957
1.2
1
0.8
295.1253
0.6
166.0846
0.4
0.2 \ L { RLEIRD 360.1114 450.1302
0 W ) l L i a h | L |

120 140 160 180 200

MS/MS Spectrum Peak List

mfz s | Abund
=0
BLUR T T
130.049 108.0
131.0479 305.8]
166.0849 1 338.62
185.1056 195.47
186.0893 1 291.99
231.1129 132.51
232.0954 1 1174.09
295.125§ 1 535.1¢
296.1314 1 189.09
Compound Structure
N~
la)

7 —

220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)




AS N-D-Glucosylarylamine (HG)
Name m/z RT
N-D-Glucosylarylamine 278.1018 10.584

Compound Label
Cpd 49: N-D-
Glucosylarylamine

Algorithm
Auto MS/MS

Mass
255.1126

s |G D-Glucosylarylamine: +ES| Scan (10494, 10,6845 min, 2 Scans) Frag=175.0V sample G.
w108 [ Cpd 49: N-D-G ylary 3 I
MS Spectrum -
1
(A% ]
[N
(4 B )
(4]
(4]
200 300 YN S L=l B oS00 1000 1100
Counts vs. Mass-1o-Charnge (m/z
MS Zoomed Spectrum
x10 5 |“pd 44: N-D-Glucosylarylamine: +ESI Scan (10,4594 1L64AS mun, 2 Scans) Frag=1750V sample &.
-

MS Spectrum Peak List

261

300 305

m/z Calc m/z |Dif(ppm) z |Abund Formula Ion
120.0804 1 252211.01
166.0859 1 271266.8
278.1018 278.0999 -6.74 1 109455.3§ C12 H17 N O5 (M+Na)+
279.1053 279.1031 -7.89 1 16221.04 C12 H17 N O5 (M+Na)+
280.107. 280.105. -/.19 1 2651.4C12 H17 N O5 (M+Na)+
291.100: 1 349329.8
295.128 1 2690965.3
296.13 1 399683.8
297.13 1 58064.
450.1352 1 126761;%
MSMS Spectrum
x10 3 |Cpd 49: N-D-Glucosylarylamine: +ESI Product lon (10.507, 10.660 min, 2 Scans) Frag=175.0Vv Cl...
24
1.5
14
0.5
>
© 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

g1/ z | Abund
120.0809 2 763.25
166.0859 441.37|
167.0884 189.67
186.0914 272.85
187.0912 194.7|
231.11071 192.75
232.09664 641.15
291.100§ 1 322
295.1274 1 2154.8
296.1324 1 233.59

Compound Structure



AS N-D-Glucosylarylamine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 52: N-D- N-D-Glucosylarylamine 278.1007 8.727 | Auto MS/MS 255.1117
Glucosylarylamine

MS Spectrum

wio 4

Cpd 52 N-D-Glucosylarylamine: +ES| Scan (B.641, B.777 min, 2 Scans) Frag=175.0V sample 8.d
6 as 273 AR7|p79a

1 1168
200 300 400 500 GOO 700 800 S0 1000 1100
MS Zoomed Spectrum Counts vs. Mass-to-Charge (m/2)
x10 4 |Cpd 52 N-D-Glucaosylarylamine: +ESI Scan (B.647, 8777 min, Z Scans) Frag=175.0V sample B.d
5] 2783007 2951473
5
El
3
1 1
y BH58 1 47 o 1741
0 At _,..__AJ_,__L.‘J.A,_‘___,‘J.-.L_‘1¢ -‘l,n._ P S [ BV N WS WS . - .-
250 255 260 265 270 275 - 285 290 285 SO0 305

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

|m/z | Calc m/z |Diff(ppm) | z |Abund |Formu|a |Ion |
120.0805 1 142476.25
166.0852] 1 112785.24
278.1007 278.0999 -3.04 1 63050.48 C12 H17 N O5 (M+Na)+
279.1053 279.103] 774 1 10785.3C12 H17 N O5 (M+Na)+
280.1069 280.1052 -6.24 1 1904.69 C12 H17 N O5 (M+Na)+
291.0994 1 134452.5
295.1273 1 1457255.29
296.1308 1 233042.19
450.1342 1 96553.29
457.1793 1 96961.87
MSMS Spectrum
=10 2 Cpd 52 MN-D-Glucosylarylamins: +ES51 Product lon (8 G661, 3 7890 min, 2 Scans) Frag=17/5% 0w CID
8 FAE
[+
4
! 1927 gg1.7055
od bl 1) L T )
150 200 250 300 350 400 450 500 550 GO0 G50 700 750 800 850 900 S50 1000

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List
gr/ z | Abund

120.0805] 1 463.84

131.048 187.73
143.0854] 1 119.58
185.1044 106.94
186.0897 223.08
201.1224 111.28
231.1106 139.92
232.0057] 1 772.98
242.0914 88.49
295.1268| 1 244.15

Compound Structure

7 —



A6 S-Allyl-L-cysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 37: S-Allyl-L-cysteine ' S-Allyl-L-cysteine 162.0576 4.776  Auto MS/MS 161.0504
MS Spectrum <10 5 | Cpd 37 S-Allyl-L-cystaina; +ES| Boan (4,670, 4 B56 min, 2 Scans) Frag=1750V sample1.d
2 * ]
1.7%
1.8
1.25
1
0
200 400 5 G040 FOD B00 00 1000 1100
Sounts v, Mass-to-Change (im'z)
MS Zoomed Spectrum
<10 5 | Cpd 37 S-Allyl-L-cyslaina: +ESI Scan (4,670, 4 B56 min, 2 Scans) Frag=175.0% sample1 d
1.75
1.5
1 S
1
0
. L
136 140 145 150 1686 160 165 170 175 180 185 160
Counts va, Mass-1o-Changs (mdz
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.031 1 90169.54
162.0574 162.0583 434 1 205944.41C6 HI1 N 02 S (M+H)+
163.0611} 163.061 -0.3§ 1 13979.3q C6 HI1 N 02 S (M+H)+
164.0549 164.0553 249 1 7853.33C6 HI1NO2 S (M+H)+
188.07 1 221843.31
274.0734 1 68229.7
291.1002 1 3544463.24
292.103]] 1 452477.5
293.0989 1 163448.81
453.1521 1 79904.23
MSMS Spectrum
T Cpd 37: S-Allyl-L-cystaine: +ES| Product lon (4.684, 4 B68 min, 2 Scans) Frag=175.0V CIDE10.5
)
1.5
1
0.5 -
150 2 2600 300 3I50 400 450 2 S00 2 5BS GO0 G50 700 7SO BOO0 O BABED  DOO
COUNES va, Mass-to-Charge (mdz]
MS/MS Spectrum Peak List
m/z Calc m/z |Diff (ppm) z |Abund Formula Ion
145.0339 147 ]
162.0577 162.0583 4.02 434.4{C6 HI1 N 02 S (M+H)+
188.0707 146.04
189.0753 130.4]
271.1304 99.5
274.0724 142.6
291.0997 1 3286.
292.102]] 1 635.1
293.1021] 1 202.1
424.1188 105.5
Compound Structure
HHZ
-
L
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A6 S-Allyl-L-cysteine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 30: S-Allyl-L-cysteine ' S-Allyl-L-cysteine 162.0576 3.209 | Auto MS/MS 161.0503
MS Spectrum“ y | Cpd B0 S-Allyl-L-Ccysiaine. +ES| Scan (2 098, 3 2H8 min, 2 Scans) Frag=1750% sampla 4 .d
5 1 !
4
L
1
o Al il . U | | - | - . -
200 200 400 SO0 8] 7 EFCHI 1 LRI 1100
Counts vs. Mass-to-Chargs (im/2)
w10 4 | Spd 30: S-Allyl-L-cysteine: +ES| Scan (3.098, 3.28H min, 2 Scans) Frag=175.0V sample 4.4
MS Zoomed Spectrum & T
_; 1 1
]
i 0701
Q
135 140 145 1 5i 175 181 185 190
e VE
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 33317.03
145.031} 1 33401.8f
162.0574 162.0583 4.6] 1 64842.4C6 HI1 N 02 S (M+H)+
163.0607 163.061} 241 1 5879.19C6 HI1NO2 S (M+H)+
164.0539 164.0553 833 1 1964.54C6 H11 N 02 S (M+H)+
224.1274 1 16453.44
291.1007) 1 741278.71
292.1037) 1 98568.41
293.0987 1 35200.95
453.152 1 47506.54
MSMS Spectrum
w10 3 |Cpd 30: S-Allyl-L-cysteine: +ESI Product lon (3.116. 3.301 min, 2 Scans) Frag=175.0v CIDE 10.5
1.2
1
i
0.4 iy
L -
] 14l
LI 3 A0 S L 7N BO0 SO0 1000 1100
Counls vs. Mass-to-Charge (miz

MS/MS-SpectrumPeakList———

m/z z | Abund
137.1073 194.85
145.0299 191.62
164.0805 131.99
230.1383 130.34
267.1493 140.52
271.1282 129.5]]
291.0999 1 1232.84
292.1054 1 182.65
338.0691 126.53

1031.4324 127.64

Compound Structure

=]



Compound Label
Cpd 34: S-Allyl-L-cysteine

MS Spectrum

Name
S-Allyl-L-cysteine

A6 S-Allyl-L-cysteine (HG)
m/z RT
162.058 9.732

Algorithm
Auto MS/MS

Mass
161.0507

Cpd 34: S-Allyl-L-cystaine:. «+ES| Scan (9.647, 9.793 min, 2 Scans) Frag=175.0V sample 6.d

. 1 291.1009
2.5

2
1.5

1
os SH1.1954

. TT7.2730

ol Ll | I ] |

200 1040 400 S00 700 "AOO 200 1000 1100

MS Zoomed Spectrum

‘Mass

Counts v lo-Charge (m/z)

«10 5 Cpd 34: S-Allyl-L-cysieina: +ES| Scan (8.647, 9.793 min, 2 Scans) Frag= 1750V sample 6.d
- 162 DER0
25 [ 111 N|O2 S]+H)+
2 145.0313
1.5
1
o5 T — A 188,0703
R — ,  — , 11 , , : , ,
138 140 145 150 155 1 50 165 170 175 180 185 180
Counts vas. Mass-lo-Change (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0313 1 156746.6%
162.058 162.0583 189 1 280173.3§JC6 HIINO2 S (M+H)+
163.0611] 163.061 -0.0§ 1 22810.§C6 HIINO2 S (M+H)+
164.0544 164.0553 453 1 13317.54C6 HIINO2 S (M+H)+
274.074]] 1 72451.94
291.1009 1 3340529
292.103§ 1 420003.2]
293.0999 1 154418.14
313.0829 1 32242.04
581.1934 1 29099.33
MSMS Spectrum
w10 Cpd 34: S-Allyl-L-cysiaina: +ESI Product lon (8.660, 8.805 min, 2 Scans) Frag=175.0V CIDE10.5
. 201.0990
i
1.5
" 162.0574
0.8 frs 253.1205 304.1205 521.2788 6062320 GEZ 2565 TTR.2600
i !
150 200 250 300 350 400 450 500 6550 GO0 650 700 750 BOD
Counts vs. Mass-to-Charnge (m/z)
MS/MS Spectrum Peak List
m/ z | Abund
z
142.329 127.64
145.0294 245.21
162.0574 637.0]]
180.0739 94.29
215.0959 101.07
253.129] 114.96
291.099 1 3354.67
292,104 1 361.29
293.090 1 212.09
394.1204 1 87.09
Compound Structure
HH2
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Compound Label

Cpd 12: gamma-Gl
S-methylcysteine

MS Spectrum

A7 gamma-Glutamyl-S-methylcysteine (FG)

Name m/z RT Algorithm Mass
utamyl- gamma-Glutamyl-S- 265.0848 2.009 | Auto MS/MS 264.0775
methylcysteine

* 10

I.I.lll Lol b

Cpd 12: gamma-Glutamyl-S-methylcysteina: +ESI Scan (1.921. 2.059 min, 2 Scans) Frag=175.0V_.
2650848
{[CO H16 N2 O5 S]+H)+

175.1184

483.2175

MS Zoomed Spcctrulm

500 GO0 700 ano
Counts vs. Mass-to-Charge (miz)

200 300 400 L2l i] 1000 1100

x10 5 |Cpd 12: gamma-Glutamyl-S-methylcysteine: +ESI Scan (1.921, 2.059 min, 2 Scans) Frag=175.0V..
2659848
3.5 ([CO9 H16 N2 O5 S]+H)+
3
25
2
1.5
1
05 241.1542 248.0581 256.0923 274.1022 289.1494
0 ‘ 24()‘ 245 I 250 255 260 265 : 270 275 280 285 290
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
126.0659 1 47225.04
132.1013 1 52733.97
136.0753 1 73506.09
175.1184 1 96916.63
182.0441] 1 49319.3%
182.0809 1 67134.96
200.1023 1 53082.61
265.0849 265.0853 194 1 399374.64 C9 H1I6 N2 05 S (M+H)+
266.0879 266.085 0824 1 43000.84 C9 HI6 N2 05 S (M+H)+
267.083 267.0835 163 1 16635.84CO HI6 N2 05 S (M+H)+
MSMS Spectrum
x10 2 |Cpd 12: gamma-Glutamyl-S-methylcysteine: +ESI Product lon (1.947, 2.071 min, 2 Scans) Frag=1...
81 265.0852
7 >
6
51
4
34
f' ‘ 379.1664 589.1957 846.6347 1093.3471
o_ﬁ”“h‘ dowdipnle ¥ Loy ] . I I
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/z z | Abund
123.044 196.13
126.0661] 169.12
130.0491 347.59
136.042§ 180.29
136.0754 1 467.61
160.107 1 313.54
175.1179 159.09
200.1013 235.14
265.085] 1 711.53
266.0873 1 171.85
Compound Structure
o o
=] =]
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A7 gamma-Glutamyl-S-methylcysteine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 11: gamma-Glutamyl- gamma-Glutamyl-S-  265.0846 1.433 | Auto MS/MS 264.0774
S-methylcysteine methylcysteine

MS Spectrum L Cpd 170 gammaa=-Gilubamyl=-Smethylocystennes: ¢+ES1 Scan (1.0557, 1.478 min, @ Scans) Frag=17/5. 00

4G9 1472

200 300 400 SO0 GO0 700 BOO Qo0 100 1100
Counts vs, Mass-to-Charge (miz)

MS Zoomed Spectrum  qqy 4 |Cpd 11 gamma-Glutamyl-S-methylcysteine. +ESI Scan {1.351, 1.478 min, 2 Scans) Frag=175.0V..
i 265 D84 276.1436
61 262 1088 ([C9 H16 N3 O5 B]+H)+
5
4
281 ac
5 241 1544 289.1380
= 256.0921 282.1331
1
04 | e I l | l ul Ll I i J lll Lot L L
240 245 250 255 260 265 270 275 280 285 290

Counts vs, Mass-10 {,:h.-ngjr- {n |_-'_,.|

MS Spectrum Peak List

m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
136.0613 1 107531.75
152.054 1 56345.43
175.1184 50932.83
252.1084 1 49306.09
265.0844 265.0853 264 1 71269.04 C9 H1I6 N2 05 S (M+H)+
266.0879 266.088 09 1 8865.53 C9 H1I6 N2 05 S (M+H)+
267.0844 267.0835 343 1 3333.23C9H1I6N205 S (M+H)+
268.1034 1 64451.67
276.1434 1 57608.6]
307.0951 1 56077.53
MSMS Spectrum
x10 2 |Cpd 11: gamma-Glutamyl-S-methylcysteine: +ESI Product lon (1.373, 1.494 min, 2 Scans) Frag=1...
136.0600
7
64
5
4
31 182.0910 530 1380
24 308.1816 431.1451
1 * 393.0369
0 |Lll‘\ sl I|||\4 ! le|,l|.|| T T 1l |

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

myz z | Abmmd
121 1
0TS TYs
130.0489 1 178.3
136.0414 1 101.17]
136.04 1 693.5
138.1019 82.63
182.091) 1 165.47
219.0569 83.01
230.139§ 139.05
237.104 82.28
265.0857 106.84
Compound Structure
=] {m ]
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im tH S““‘"‘\-C—E



Compound Label

Cpd 9: gamma-Glutamyl-S- gamma-Glutamyl-S-

methylcysteine

A7 gamma-Glutamyl-S-methylcysteine (HG)
Name m/z RT Algorithm
265.0852 2.302 | Auto MS/MS

Mass
264.0779
methylcysteine

MS Spectrum %10 5 |Cpd 9: gamma-Glutamyl-S-methylcysteine: +ESI Scan (2.200, 2.363 min, 2 Scans) Frag=175.0V s...
3.5 Y
3
2.5
2
1.5
1
0.5
o]
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 5 |Cpd 9: gamma-Glutamyl-S-methyicysteine: +ESI Scan (2.200, 2.363 min, 2 Scans) Frag=175.0V s...
L 4
3.5
3
25
2
15
1
0.5
0 , , : : , - : ; : ;
240 245 250 255 260 265 270 275 280 285 290
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
136.0429 1 54796.39
136.0753 1 56957.39
175.1184 1 61277.09
182.0815 1 47530.69
229.1547 1 41715.74
265.0857 265.0853 033 1 388969.44 C9 H16 N2 05 S (M+H)+
266.088]] 266.088 -0.19 1 38627.d C9 HI6 N2 05 S (M+H)+
267.083]] 267.0835 133 1 16728.4CO H16 N2 05 S (M+H)+
307.0955 1 60721.83
332.1334 1 54968.8
MSMS Spectrum
w101 2 | Cpd 9 gamma-Glutamyl-S-mathylcysiaine: +ESI Product lon (2,228, 2,375 min, 2 Scana) Frag=17
B
S -
(5]
e}
)
|
(4]
200 S0 400 » FHI BOH ERCICE 10RO
Charge (imd2)
MS/MS Spectrum Peak List
m/ z [Abund
z
123.042 112.21
130.0494 419.65
136.0429 1 418.59
136.0754 212.03
152.0704 128.64
166.0534 105.23
175.11774 101.5
194.1183 1 103.99
229.1549 1 177.84
265.0854 2 729.87
Compound Structure
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A8 4-Hydroxy-L-threonine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 27: 4-Hydroxy-L- 4-Hydroxy-L-threonine 136.0611 4.086 | Auto MS/MS 135.0538
threonine

MS Spectrum x10 4 |Cpd 27: 4-Hydroxy-L-threonine: +ESI Scan (3.996. 4.149 min, 2 Scans) Frag=175.0V sample1.d
1<

7
6
5
4
34
2
1
o

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS Zoomed s"“‘;ﬁ’g 4 |Cpd 27: a-Hydroxy-L-threonine: +ESI Scan (3.996, 4.149 min, 2 Scans) Frag=175.0V sample1.d

*

0 1

110 115 120 125 130 135 140 145 150 155 160
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcm/z Dif-f(ppm) z |Abund Formula Ion
120.0805 1 215199.79
136.0611} 136.0604 -4.89 1 80087.24 C4 H9 N 04 (M+H)+
137.0642 137.0634 -5.39 1 4892.94C4 H9 N 04 (M+H)+
152.054 32028.54
166.0854 1 87830.53
247.1283 1 119566.%
279.1003 1 187339.91
282.1184 43226.34
310.1274 1 45967.53
346.0901 1 113954.11
MSMS Spectrum

1 | Cpd 27 A-Hydroxy-L-threonine: +ES1 Produect lon (4 ¥, 4 163 mun, 2 Scans) Frag=175.0v CIDE

B0 PETi LN 100 LR IALE]

MS/MS Spectrum Peak List

lzn/ z | Abund
120.0803 920.13
136.0601 1 878.89
137.1051] 115
166.0859 354.7
247.1265 312.53
279.0974 1 492.33
280.10249 1 129.2]]
281.0949 1 108.99
346.0903 1 224.54
388.1853 132.9

Compound Structure

HO

———OH




A8 4-Hydroxy-L-threonine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 13: 4-Hydroxy-L- 4-Hydroxy-L-threonine 136.0611 1.528 | Auto MS/MS 135.0525
threonine
MS Spectrum x10 5 |Cpd 13: 4-Hydroxy-L-threonine: +ESI Scan (1.411, 1.612 min, 2 Scans) Frag=175.0V sample 4.d
o0l 265.0847
0.6
0.4
427.1364
0.24
o L UJU 1 [ S L l
MS Zoomed Spectrum 200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
x10 5 | Cpd 13: 4-Hydroxy-L-threonine: +ESI Scan (1.411. 1.612 min, 2 Scans) Frag=175.0V sample 4.d
1 1369611
(IC4 HO N O4]+H)+
0.8 152.0561
0.6
0.4 121.0645 130.0497
145.0312
0.24 ‘
0 i ‘AH \.‘\ ‘M‘x“‘
110 115 120 125 130 135 140 145 150 155 160
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z |Calc m/z |Diff(ppm) | z |Abund |Formula |Ion
136.061]] 136.0604 454 1 100959.35 C4 HO N 04 (M+H)+
137.0638 137.0634 -3.14 1 7247.94C4 H9 N 04 (M+H)+
138.0542) 138.0649 77.04 1 12412.254 C4 H9 N 04 (M+H)+
139.0549 139.067% 9189 1 1112.59C4 H9 N 04 (M+H)+
152.056]] 1 65317.65
175.1185 1 53039.3
265.0847 1 70153.77
276.1433 1 55147.97
306.0994 60552.44
324.1104 1 55555.56
MSMS Spectrum
10 2 |Cpd 13 4-Hydroxy-L-threonine: +ESI| Product lon (1.424, 18632 min, 2 Scans) Frag=175.0v CIDgD
-
8
[
L]
1
L 455.1256 1,108 1144, 2841
(i .l.ln_.._.....,\.. T Y PR T § P P R . . . . L
200 300 400 SO0 GO 700 HO( =Tals} 10000 1100

Counts vs. Mass-to-Charge (mJ/z)

MS/MS Spectrum Peak List

lzn/ z | Abund

123.0424 132.13
132.1029 149.19
136.0624 1 840.75
138.0541 1 92.9
152.0544 190.37

175.119 136.28§
202.1244 92.41
229.1533 93.15
265.0794 2 101.54
294.1554 137.94

Compound Structure
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Compound Label
Cpd 15: 4-Hydroxy-L-

A8 4-Hydroxy-L-threonine (HG)
Name m/z RT Algorithm Mass
4-Hydroxy-L-threonine 136.0616 2.57 Auto MS/MS 135.0538

threonine

MS Spectrum %10 5 Cpd 15 4-Hydroxy-L-threonine: +ESI Scan (2,483, 2.629 min, 2 Scans) Frag=175.0% sample 7R .
h 268.1031
1.5
1.25
L
0.75
0.5
0.25 h 504.1729
o bl bl LIV ) " : : : : . -
200 i 400 500 [=Yu]i] 700 BOO 800 1000 1100

MS Zoomed Spectrum

Counts vs

Mass-to-Charge (miz)

x10 5 |Cpd 15: 4-Hydroxy-L-threonine: +ES| Scan (2 483, 2.629 min, 2 Scans) Frag=175.0V sample 7R.d
1369616
15 ([C4 HE N Od4]+H)+
1.25
14
0.75 145,0309
0.5 132,1015 162.0575
0.25 121.0645 150 0768
0 . . . L —L 'L u 12 . | - el J — -
110 115 120 125 130 135 140 145 150 155 160
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z |Calc 'm/z _|Dit(ppm) z |Abund Formula Ton
136.061 136.060 -8.3q 1 174771.49C4 H9 N 04 (M+H)+
137.064! 137.063 -8.04 1 12551.13C4 H9 N O4 (M+H)+
138.054; 138.064 7659 1 8025.34 C4 H9 N O4 (M+H)+
145.030 1 53200.1
229.153 1 61142.9
268.103]] 1 370491.5
269.101 1 47867.7
276.143 1 100570.54
294.1535 1 65569.69
324.1099 1 76907.13
MSMS Spectrum
«10 3 | Cpd 15: 4-Hydroxy-L-threonine: +ESI Product lon (2.499, 2.842 min. 2 Scans) Frag=175.0V CID@ .
1.4
-
1.2
1
0.8
0.6
0.4 276.1423
02 3741780 527.1447 739.1449 8549813
| T
150 200 250 300 350 400 450 500 550 600 650 700 750 800 B850 900 950

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

Compound Structure

;n/ z | Abund
123.0553 133.13
136.0624 1 1252.]]
137.0633 1 242.18
145.0299 105.74
258.1293 90.13
268.1024 1 204.79
276.1423 1 216.34
294.1513 89.25

295.155 90.28
324.1074 123.59
HO




A9 Alliin (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 6: Alliin Alliin 178.0527 1.362 | Auto MS/MS 177.0455
MS Spectrum gy = | Cpd 6: Alliin: «ES| Scan (1.240, 1.437 min, 2 Scans) Frag=175 0V sample 3r.d
1.754{175.1184
1.t
1.25
1 381.0778
075
0.5 JJ 520,1680 682.2207 844,2733
0.25
p Ll ‘l.||ll.lull L. s |.‘| ' | . : ,
200 300 400 sS00 BO0 FO0 Bon S00 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
%10 5 Cpd 6: Alliin: +ES| Scan (1.240, 1.437 min, 2 Scans) Frag=175.0V sample 3r.d
1.75 175.1184
5 &
1.25 >
0.75
0.5 5 &
0.25 1961013 189.1292 204.0685
T T S — T T — Ly T T T T T
150 155 160 165 170 175 180 185 190 195 200 205
Counis vs. Mass-io-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
138.0541 1 48369.34
175.1184 1 184746.14
178.0527 178.0532 3.09 1 112149.74C6 HI1IN O3 S (M+H)+
179.054 179.054 -037 1 8962.24C6 HI1N O3 S (M+H)+
180.0507% 180.0505 -1.04 1 4054.74C6 H11 N O3 S (M+H)+
217.129]] 1 91596.49
258.1094 1 37657.23
303.1654 1 33961.63
381.0778 1 80892.51
682.2207 1 21137.44
MSMS Spectrum
10 2 |Cpa 6 Alliing +ESI Product lon (1.274, 1,449 min, 2 Scans) Frag=175.0v CIDE@11.8 (178.0627(2
178.0528
-
4
3
2
275.1238  415.1352 i22.2445
1 re I ' 850.3679 g996.9512
P A T 1 N L Y T T e [ L Y I
) 200 300 400 S00 G0 J00 BO0O 900 1000 1100
L S W X o=-Change (imdz)
MS/MS Spectrum Peak List
m/z z |Abund
130.0978 102.34
137.0129 217.72
138.055 96.78
156.0989 164.87
175.117§ 166.85
178.0528 434.02
191.0897] 125.67]
2171259 1 259.14
2184 1 63.89
275.1234 61.9
Compound Structure o
CHE
HO SM
L]
[]
co
HEHZ a




A9 Alliin (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 1: Alliin Alliin 178.0527 1.164 | Auto MS/MS 177.0455
MS SpeCtIL{fn 4 [Cpd 1 AN ~ES) Scan (1,044, 1 251 min, 2 Scans) Frag=1 ¥ g 1
381.P786
& 258 1087
5
4
3
- 5431312
1 705.1838
o-udhuil |I|Ju.LJ||l|.l | Lll . "
200 e Tnnl A0 SO0 SO0 risivl B0 [alaln] 1000 110
Counts va. Mass-io-Changs (imfz)
MS Zoomed Spectrum
<10 4 |Cpad 1 Allin: +ES1 Scan (1,044, 1,251 min, 2 Scans) Frag=1750V sample 5 d
17B D527
& (IS8 H11 NO3 Sj+H)+
5 203.0522
4
3
z N \ 170.0806
9 162.0699 160.0415 184 0GB 196 0610
o ] L1 PR | . Ly | L
150 155 160 165 170 175 180 185 190 195 200 205
o &, Massa-10-Charge (miz)
MS Spectrum Peak List
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
138.0542 1 47078.54
175.1185 1 33854.94
178.0527% 178.0532 28] 1 70488.39C6 H1I1 N O3 S (M+H)+
179.0554 179.056 19§ 1 3842.84 C6 HI1IN O3 S (M+H)+
180.0501 180.0505 2014 1 2696.54 C6 HI1I N O3 S (M+H)+
203.0527 1 38534.14
214.0705 18311.7%
258.1097 1 48701.34
365.1044 1 62128.83
381.0784 1 68902.71
MSMS Spectrum
%10 2 Cpd 1: Alliin: +ES| Product lon {(1.063, 1.264 min, 2 Scans) Frag=175.0% CID@11.8 (178.0528[z=...
3 258.1086
1.75
1.5
l Hﬂ1~
1 - 340.1040
075 781.0653
0.5 ) ‘ 502.1524 948.1370
0.25
, | K,HJH |J||! [T | i {

150 200 250 300 350

MS/MS Spectrum Peak List

;n/ z | Abund
120.0094 88.7
130.0497% 98.54
136.0593 84.14
137.0152 149.67
138.05540 1 133.53
147.0759 114.11
170.0804 82.2
175.1219 86.19
178.0521 97.24
258.1086 184.91

Compound Structure

T T T T
400 450 500 600 B50 70O 750 800
Counts vs. Mass-to-Charge (m/z)

550

850 900 ©950 1000




A9 Alliin (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 2: Alliin Alliin 178.0523 1.308 | Auto MS/MS 177.045
MS Spectrum
Cpd 2: Alliin: +ESI Scan (1,181, 1,378 min, 2 Scans) Frag=175 0V sample 7R
381.0779

8

(=]

4 pe G2 2199

; AED. 2005

2 G2

o b il g lL 1 1,01 1 l AL b

200 A0 A0 SO0 aoo 700 BOO L tal ] ([alstil 11040
Counts va, Mass-to-Change (md2)

MS Zoomed Spectrum Cpd 2: Alliin: +ES| Scan (1.181, 1.378 min, 2 Scans) Frag=175.0V sample 7R.d
178! ]
B CE HNT NO3 S)+H)+
4 S S1+H) 203.051¢
x10
=]
4
158.0630
2
170.0806 189.1308
o 14 1} I | .
T T T T T T T T T T T
15 155 160 165 170 180 185 190 185 200 205

Counts vs

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
138.0542 1 40790.31%
175.1181 1 83683.01
178.0523 178.0532 544 1 92496.84 C6 HI1 N O3 S (M+H)+
179.0558 179.054 074 1 7546.4§C6 HIINO3 S (M+H)+
180.0494 180.0505 599 1 3678.84 C6 HI1 N O3 S (M+H)+
203.0514 62409.64
204.068]] 1 57782.94
365.1039 1 26335.83
381.0779 1 88475.3
520.1677 1 34663.3
MSMS Spectrum
<10 2 Cpd 2: Alliin: +ES| Product lon {(1.226, 1.381 min, 2 Scans) Frag=175.0v CID{@11.8 (178.0523[z=...
35 178.0518
- -
3
25
2
1.5 261.0969
1 494 1519 620.2253 840.1094 1046.6819
oo Jiluil |
.;II.|I||||I [ Y | i

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

;"/ z | Abund

130.0864 113.44

138.054 120.45
140.0704 94.22
149.07971 90.13
157.0143 86.55
175.1171 204
178.0514 2 315.9
203.0504 82.78
204.0654 1 107.89
261.0964 93.24

Compound Structure



A9 Alliin (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 3: Alliin Alliin 178.0522 1.397 | Auto MS/MS 177.045
MS Spectrum %10 5 | Cpd 3: Alliin: +ESI| Scan (1.290, 1.455 min, 2 Scans) Frag=175.0V sample 8.d
1.44175.1180
1.2
1 -
0.8
0.6
381.0780
o 1298 705.1821  ga4.2714
02 T
odab o toal 1. L . . |'|. . o . .
200 300 400 500 GO0 F00 BOO 200 1000 1100

Counts vs. Mass-to-Charge (m/z)

Cpd 3: Alliin: +ES| Scan (1.290, 1.455 min, 2 Scans) Frag=175.0V sample 8 d

1.4 1751180
1 »
1 £
0.8
0.6
0.4 B
o2] 1520860 159.0760 184.0629 203.1487
B T T —T. : : — : : : : :
160 165 160 165 170 175 180 185 190 195 200 205
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
130.085§ 22073.83
138.0542 1 46570.95
175.118 1 149861.73
178.0522 178.0532 569 1 97806.94 C6 H11 N O3 S (M+H)+
179.0557% 179.054 1.2 1 7561.13C6 HI1 N O3 S (M+H)+
180.0491 180.0505 769 1 5485.64C6 HI1NO3 S (M+H)+
337.1701 1 17182.34
381.078 1 31510.09
543.129§ 1 17428.95
705.1821 1 12909.04
MSMS Spectrum
%10 2 Cpd 3: Alliin: +ES| Product lon (1.327, 1. 467 min, 2 Scans) Frag=175.0%v CID@11.8 (178.0521[z=_.
i 178.0516
-
5
4
3
2 317.1418 i HDLSGE
1 481.7353 F67.3082 1006,.3370
04 '.‘ - lll:vlll\ll L |' - . . .
200 300 400 500 GO0 700 BOO 200 1000 1100
. Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ Abund
z
130.0851 68.57
135.0447% 68.64
138.053 82.06
161.0243 71.87
175.1179 282.67
175.143§ 61.6
178.0514 531.24
233.1086 63.07
317.1418 70.01
606.0764 91.9
Compound Structure
CHZ
HO EM
L]
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Compound Label
Cpd 39: Ustiloxin C

A10 Ustiloxin C (FG)

Name
Ustiloxin C

m/z

581.1923

RT
4.797

Algorithm
Auto MS/MS

Mass

558.2027

Compound Strucg_lre

MS Spectrum x10 4 |Cpd 39: Ustiloxin C: +ESI Scan (4.670, 4.856 min, 2 Scans) Frag=175.0V samplel.d
3.5 1
3
2.54
24
1.5
14
0.5
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 | Spd 39: Ustiloxin C: +ESI Scan (4.670, 4.856 min, 2 Scans) Frag=175.0V sample1.d
35 !
25
2
1.5
1
0.5 I
555 560 565 570 575 580 585 500 595 600  GO5
Counts vs. Mass-to-Charge (miz)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.031 1 90169.54
162.0574 1 205944.47
188.07 1 221843.31
291.1007 1 3544463.2]
292.103]] 1 452477.5
293.0989 1 163448.81
581.1923 581.1888 q 1 39077.64 C23 H34 N4 010 S (M+Na)+
582.1947 582.1917 -5.04 1 12427.24 C23 H34 N4 010 S (M+Na)+
583.1914 583.19 -242 1 4665.11 C23 H34 N4 010 S (M+Na)+
584.1922 584.1914 -1.34 1 1512.93 C23 H34 N4 010 S (M+Na)+
MSMS Spectrum
Cpd 38: Ustiloxin C: +ES| Product lon (4.721, 4,873 min, 2 Scans) Frag=175.0Vv CID@44.0 (581.1...
x10 3
-]
5
4
3
2
1
0 . " r . r r " r —t r . r . r r
150 200 250 300 350 400 450 500 550 600 G650 700 750 BOO 850 900
MS/MS Spectrum Peak List Counts vs. Mass-to-Chamge (m/'z)
m/ z | Abund
z
120.009§ 204.36
120.0784 280.78
130.0501 696.83
145.0314 1 6020.22
146.0309 1 254.04
162.0574 1 895.27
188.0684 245.11
228.0663 546.71
274.0724 1 187.27
291.0984 1 1055




A10 Ustiloxin C (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 36: Ustiloxin C Ustiloxin C 581.1937 9.81 Auto MS/MS 558.2042
MS Spetﬂrﬂrﬁ Cpd 36: Ustiloxin C: +ESI Scan (9.707, 9 883 min, 2 Scans) Frag=175.0V sample 6.d
291.joos 5819937
3 ([C23 H34 MO0 S)+Ma)+
25
2 447.2012
1.5
1
05
ol ..LLJ allis ,L Y U0 ] T (T . . i .
200 300 400 500 G600 J00 800 800 1000 1100
Counts vs. Mass-to-Charge (miz)
x10 4 Cpd 36: Ustiloxin C: +ESI Scan (9,707, 9.883 min, 2 Scans) Frag=175.0V sample G.d
MS Zoomed Spectrum sa1ta37
3 ([S23 H34 NP0 S)+Na)+
25
2
1.5
05 B56.1784 G03.1723
£ I U
555 560 565 570 575 580 585 580 585 600 605
Counts vs, Mass-to-Charge (mfz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
145.0313 1 194647.34
162.058 1 348886.5]
274.0741] 1 80796.06
291.1009 1 4079262.5
292.104 1 483934.03
293.0995 1 191998.47
581.1937 581.1888 -8.44 1 34871.64 C23 H34 N4 010 S (M+Na)+
582.1962 582.1917 74 1 8942.41 C23 H34 N4 010 S (M+Na)+
583.193 583.19 5.1 1 4162.5 C23 H34 N4 010 S (M+Na)+
584.1953 584.1914 -6.51 1 774.04 C23 H34 N4 010 S (M+Na)+
MSMS Spectrum w10 3 | Spd 36: Ustiloxin C: +ESI Preduct lon (8,722, 8,888 min, 2 Scans) Frag=175.0V CID@@44.0 (581.1..,

7 291.1003
=1
5
4
3
2
1 539.2717
od . i ' , ol , , . .
200 300 400 500 G0 1 BO0 900 1000 1100
Counis vs, Mass-1o-Change (miz)
MS/MS Spectrum Peak List
m/ z | Abund
z
130.0483 149.97
145.0314 1 1499.89
146.0333 1 108.24
162.0581 1 516.95
188.0684 114.1]]
273.0884 108.5
274.0731 222.89
291.1003 1 6211.34
292.1034 1 814.4
293.1003 1 513.44

Compound Structure




A11 Glutamyl-isoleucine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 43: Glutamyl- Glutamyl-isoleucine 261.1434 5.035 | Auto MS/MS 260.1361
isoleucine
MS Spectrum
x10 3 | Cpd 43: Glutamyl-isoleucine: +ESI Scan (4.929, 5.114 min, 2 Scans) Frag=175.0V sample1.d
1.6 291 ooz 453.1523
1.4
1.2
1
08
0B 581.1923
0.4 363.1057
b I J 653.1960
o Il " ! N ! l - _.ll IS — . . . . .
200 aon 400 500 GO0 700 8O0 800 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
%10 Cpd 43: Glutamyl-isolaucine; +ES| Scan (4.929, 5.114 min, 2 Scans) Frag=175.0V sample1.d
1.6 2619434
1.4 ([C11 H20 JE
1.2
1 274.0735
0.8
0.6
IUI; 2441 o 279.1329
|'_: | | L L I
235 240 245 250 255 260 265 270 275 280 285
Cournts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.031 1 93003.84
162.057% 1 278908.64
188.0699 1 299744.59
261.1434 261.1445 42 1 169964.24 C11 H20 N2 O5 (M+H)+
262.1467 262.1474 3 1 21515.24 C11 H20 N2 O5 (M+H)+
263.1477 263.1494 899 1 3457.29 C11 H20 N2 O5 (M+H)+
291.1007 1 3898073
292.1037 1 489209.64
293.099 1 184282.%
453.1523 1 220005.77%

MSMS Spectrum

%10 3 |Cpd 43: Glutamyl-isoleucine: +ES| Product lon (4.943, 5.127 min. 2 Scans) Frag=175.0v CID@18
145, 0308

k 291.0997
0.8
0.6
0.4

244.1190 424.1133

0.2 - B0 1850 1

0 ! .|.J|n. L .

150 200 250 300 350 400 450 500 550 G600 G50 700 750 800 850 900 950

Counts vs. Mass-to-Charge (miz)

MS/MS Spectrum Peak List

Izn/ z |Abund
130.0493 485.4
132.101 153.1
144.0774 2 148.2!
145.0304 1042.6
162.0574 568.14
188.0704 586.2
198.1114 1 325.44
244119 1 143.7.
291.0999 1 788.0
292.1029 1 221.9?'

Compound Structure




A12 N-(1-Deoxy-1-fructosyl)phenylalanine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 22: N-(1-Deoxy-1- N-(1-Deoxy-1- 328.1381 2.181 | Auto MS/MS 327.1307
fructosyl)phenylalanine fructosyl)phenylalanin
MS Spectrum 4 [Cpd 22 MNo(1-Deoxy-1-fructosyl)phanylalaning: +ESI Scan (2,079, 2,234 min, 2 Scans) Frag=175
1 127s
1
| )
) ,: L.llhg_[djuuhl (1Y
=T S0 400 UM (= LNLN) rin v SO 200 1000 11000
Counts va, Mass-to-Charga [indZ)
MS Zoomed Spectrum
S - P01 1 L " » " ESI Sc (2079 234 mikn Scans) Frag=1
1
o A |
- . T _T._”“ 25 i 341 3315 3 155
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
120.0804 1 173667.28
121.083% 1 17525.9%
137.1065 1 29835.14
166.0857 1 68360.03
175.1183 1 28716.2
181.0963 1 33424.63
310.1275 1 37916.63
328.138] 328.1391 29 1 32257.4§ C15 H21 N O7 (M+H)+
329.1404 329.1424 539 1 6676.1§ C15 H21 N 07 (M+H)+
330.1434 330.1444 3.14 1 915.19 C15 H21 N 07 (M+H)+
MSMS Spectrum
x10 3 | Cpd 22: N-(1-Deoxy-1-fructosyl)phenylalanine: +ESI Product lon (2.104, 2.257 min, 2 Scans) Frag...
0.8
0.6
0.4
166.0869 292.1151
0.2 ‘ 2270717 343.1397 441.0231
ol bl ‘l‘uh‘\h Lol I ’| ! * . :
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ Z [Abund
z
120.0800 1 863.7
126.0534 126.56
130.0675 104.4
132.0801] 266.9
147.0424 120.41
156.08 92.93
166.0869 156.89
246.1115 95.57
264.1257 113.56
292.115]] 189.03

Compound Structure



Compound Label
Cpd 27: N-(1-Deoxy-1

fructosyl)phenylalanine

A12 N-(1-Deoxy-1-fructosyl)phenylalanine (AG)
Name m/z RT Algorithm
N-(1-Deoxy-1- 328.1375 5.624 |Auto MS/MS
fructosyl)phenylalanin

Mass
327.1302

MS Spectrum

Cpd 27: N-(1-Deoxy-1-fructosyl)phenylalanine: +ESI Scan (5.509, 5.687 min, 2 Scans) Frag=175...

I

MS Zoomed Spectrum

200 300 400 500 600 700 800 900 1000 1100

Counts vs. Mass-to-Charge (m/z)

%10 4 |Cpd 27: N-(1-Deoxy-1-fructosyl)phenylalanine: +ESI| Scan (5.509, 5.687 min, 2 Scans) Frag=175...
4 1
3.5
34 -
2.5
2
1.5 1
14
0.5 l
0 300 305 310 315 320 325 31;(] 335 340 345 350 355
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
120.080 1 30566.9]
189.122 16444.
306.098 1 44411.7
310.126 1 38852.
324.109 1 41207.
328.137 328.139] 491 1 28105.24 C15 H21 N O7 (M+H)+
329.141 329.142 354 1 5062.9]CI5 H21 N O7 (M+H)+
330.139 330.144 1374 1 801.1JC15H2I N O/ (M+H)+
334.057 1 18686.
379.205 1 16209.4(‘
MSMS Spectrum w1l 2 |Cpd 27 N-(1-Deoxy-T-fructosyljphenylalanine: +ES1 Product 1on (5544, 5 705 min, 2 Scans) Frag
Ll
¥
1 -
o
2040 S0 4040 = ) (1818 Pl HO SO0 TR0 1100
Counts w Mass-to-Charge (mdz)
MS/MS Spectrum Peak List
m/z z |Abund
120.0791} 416.99
132.0799 1 178.63
134.0962 123.94
144.081 126.87
145.0327 158.79
150.1034 115.77
166.085§8 1 228.79
247.0881 129.36
264.1217 285.78
292.1135 141.3]]

Compound Structure



A13 N2-Fructopyranosylarginine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 2: N2- N2- 337.1709 0.93 Auto MS/MS 336.1637
Fructopyranosylarginine ' Fructopyranosylarginin
e
MS Spectrum 4 4 [Cpa 2° N2-Fructopyranasylargining: +ES| Scan (0827, 0.998 min. 2 Scans) Frag=175 0V sampla
17541 b i
3
2
o
] J
0.5 I l ‘ 5431310 7051830 867 .2354 1029 PE65
o |J Al |l.]ll].]. mi L ! L
200 OO0 A0 SO0 G040 TOo0 BOOD 9S00 1000 1100
Counts va, Mass-1o-Charge (mdz)

MS Zoomed Spectrum o 4y 4 | G 21 M2-Fructopyranosylargining. +ESI Soan (0827, 0,998

337709
24 H4 OTF]+H)+

in, 2 Scans) Frag

175.0V sample

3 (
1.5
1
- 3421380 353.0851
I1Ill I15 120 125 130 335 .I'Ul 3 5 150 AE5 160 1685
Counts va, Mass-1o-Changs (imdz)
MS Spectrum Peak List _
m/z Calcm/z |Diff(ppm) z |Abund Formula Ion
130.0867 1 13305.54
137.1065 1 8914.91
175.1187% 1 335793.84
176.1219 1 22865.09
292.1974 1 11481.71
309.1644 1 13444.44
337.1709 337.1718 253 1 35440.14 C12 H24 N4 O7 (M+H)+
338.1743 338.1744 074 1 5455.04 C12 H24 N4 07 (M+H)+
339.1763 339.1764 074 1 1071.14 C12 H24 N4 07 (M+H)+
381.0783 1 28096.13
MSMS Spectrum
w Cpd 2 N2-Fructopyranasyvlarginine: +ESI Product lon (0,842, 1,017 min, 2 Scans) Frag=175.0V CI
14] 175.1183
1.2
1
o8
o
0.4 260.1129
02 4530982 954.8350
bl J o1 L
200 30 A0 500 GO0 700 800 000 1000 1100

Counts va. Mass-1o-Charge (miz)

MS/MS Spectrum Peak List
m/

n z | Abund
130.0864 91.4
130.0984 287.12
145.0344 175.07}
158.0914 163.85
169.1073 107.83
175.1184 1 1297.39
198.1134 277.34
217.1272 109.99
232.1166 98.02
260.1129 247.61

Compound Structure




Compound Label

Cpd 3: N2-
Fructopyranosylarginine

Name

A13 N2-Fructopyranosylarginine (DG)

m/z

N2-
Fructopyranosylarginin

337.

RT Algorithm Mass

1709 na1e Auto MSMS 336.1638

MS Spectrum %10 4 |Cpd 3: N2-Fructopyranosylarginine: +ESI Scan (0.817, 0.981 min, 2 Scans) Frag=175.0V sample..
34{175.11186
2.5
24
1.54
11 543.1305
0.5] l j { ‘ 705.1830 867.2367 1029.2873
0 m LLLLLJAL l' IL‘uL\ YL {Lr { - ,L . L — 5
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 |Cpd 3: N2-Fructopyranosylarginine: +ESI Scan (0.817, 0.981 min, 2 Scans) Frag=175.0V sample
34 33749709
([C12 H24 N4 O7]+H)+
2.5
24
15 319.1599
342.1390
0.5 324.1275 I l 353.0836
‘ L L | 1 1 " L
310 315 320 325 330 335 s 345 350 355 360 365
. Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1068 1 18259.17%
162.0754 7619.16
175.1184 1 118957.3
176.1214 1 8965.21
309.1649 1 19255.33
319.1599 1 8967.17
337.1709 337.1718 249 1 31214.14 C12 H24 N4 O7 (M+H)+
338.1743 338.1744 073 1 4873.54 C12 H24 N4 07 (M+H)+
339.1765 339.1764 04 1 710.331 C12 H24 N4 07 (M+H)+
381.0783 1 15542.63
MSMS Spectrum
w10 2 |Spd 3: N2-Fructopyranosylarginine: +ES1 Product lon {(0.835, 1.004 min, zans) Frag=175.0v Cl..
B 175.1184
7
G
5
4
: 42,101 *
'I 205, 91259
0 s 1 = - - - - - - -+ -+ -+~ —
150 200 50 300 asn 4000 450 S00 550 B0 G50 700 750 Hon as0

Counts vs

MS/MS Spectrum Peak List
g!/ Abund
130.0977 90.1
131.0999 104.9
175.1184 735.93
194.081% 114.31
200.6364 85.09
242.1013 135.4
257.1602) 86.64
319.1603 85.94
337.1693 256.41
338.2843 72.73

Compound Structure
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A13 N2-Fructopyranosylarginine (AG)
Compound Label Name m/z RT Algorithm Mass
Cpd 2: N2- N2- 337.1703 1.19 Auto MS/MS 336.1631
Fructopyranosylarginine | Fructopyranosylarginin

Cpd 2! M2-Fruciopyranasylangrmine: +ES1 Scar 1,096, 1.249 min, 2 Scans) Frag=175.0V sampla..
» | 175.01883 81

MS Spectrum =1t

— -
7O M [T 1000 1000
Counts vs. Mass-to-Charnge (m/z

MS Zoomed Spectrum

%10 4 |Spd 2 NZ2-Fructopyranosylargining: +ES51 Scan (1,096, 1.24%9 min, 2 Scans) Frag=1 /50 sampla
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~ounts A o arge (miz

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
130.0959 9996.27
158.0914 10070.7%
175.1183 1 347380.97
176.1212 1 25260.14
213.0737 1 271474
251.0299 1 30610.21
337.1703 337.1718 439 1 21812.541 C12 H24 N4 07 (M+H)+
338.1734 338.1744 281 1 3556.84 C12 H24 N4 O7 (M+H)+
339.1744 339.1764 631 1 885.84 C12 H24 N4 O7 (M+H)+
381.0774 1 22561.54
MSMS Spectrum
w2 Cpd 20 MNZ-Fructopyranosylangining: +E51 Prodoct lon (7.774, 7 26060 min, @ Scans) Frag=1750V L)
1765.1184
1.8
1 i
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200 200 400 T B00 QOO0 10000 11040

b+ [+ I
Counts vs., Mass-to-Charge (miz)

MS/MS Spectrum Peak List

rzn/ z | Abund

130.0971 152.93
131.1284 120.84
158.0912 315.63
175.1184] 1 2636.34
176.1236] 1 161.5
187.1092 88.74
197.1001 88.25

198.116 129.64
219.0239 169.53
337.1724 395.3

Compound Structure
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A14 Prolyl-Arginine (DG)
Compound Label Name m/z RT Algorithm Mass
Cpd 15: Prolyl-Arginine Prolyl-Arginine 294.1537 1.545 | Auto MS/MS 271.1646

MS Spectrum x10 4 |Cpd 15: Prolyl-Arginine: +ESI Scan (1.411, 1.612 min, 2 Scans) Frag=175.0V sample 4.d

427.1364

bbb ) T n L

200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 4 |Cpd 15: Prolyl-Arginine: +ESI Scan (1.411, 1.612 min, 2 Scans) Frag=175.0V sample 4.d
276.01433 2941537 306. 96
34 283.1390 ([C11 H21 N5 O3]+Na)+
2.5
2 300.1435
154 288.0892
11 319.1601
UE ll‘ll;iLJ JilllJ \JIJ 11[1 IlJJl JLALJ jhllillA14JJAJiL
270 275 280 2ngums 329Mas§?§(}ha?goé](m/z)305 310 315 320
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
136.0611) 1 100959.34
152.0561] 1 65317.65
175.1185 1 53039.3
265.0847 1 70153.77
276.1433 1 55147.91
294.1537 294.1537 029 1 35176.39 C11 H21 N5 O3 (M+Na)+
295.1577 295.1563 -3.0§ 1 6282.34 C11 H21 N5 O3 (M+Na)+
296.1564 296.1584 5431 1 1568.54 C11 H21 N5 O3 (M+Na)+
306.0994 60552.44
324.1104 1 55555.5
MSMS Spectrum
w1 2 [ Cpd 15 Prolyl-Arginines: +ES) Product lon {71432, 1657 min, 2 Scans) Frag=175.0v CIDgo21.7 (2
a Tal
1
L
{IJ L thhu i Lloal 4 3
150 200 250 200 3050 400 SO S50 GO0 G5O 700 750

A5G 5
Counts we, Mass-to-Charges (rmde)

MS/MS Spectrum Peak List

m/z 2 | Abund

132 |
T 130l 3 e I

el B
139.0859 127.77
144.1002 137.45
152.0563 1 306.93
161.0688 1 180.1§
212.1279 203.27
230.1373 1 534.95
258.1335 173.79
276.1445 125.67

Compound Structure



A14 Prolyl-Arginine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 12: Prolyl-Arginine Prolyl-Arginine 294.1531 2.49 Auto MS/MS 271.1641
MS Spectrum x10 4 |Cpa 12: Prolyl-Arginine: +ESI Scan (2.396, 2.544 min, 2 Scans) Frag=175.0v sample B.d
» RN
4
]
114
1 " = 122,424
o Ul L LALALLL ) . \ i Ly
MS Zoomed Spectrum = S e t(ll!zl;llJl = ‘v':._tl i':":;n.:. l(: Il:":llusr[u.‘ ?II|I1!-'I" )] o o0 e
w10 4 -l el 120 Prodyl-Adginine. +ESI Scan (2 396, 2 544 min. 2 Scans) Frag=175. 0% sample 8.d
76 43 04 9531
4 11 H21 NS O3]+ Ma)+
L ]
1 I ' 1daa
o i | I
270 275 280 285 24 205 S0 e 18 1] 210 s = =)
Counts v, Mass-to-Charge (msz2)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
132.101§ 1 47086.81
136.0749 19177.9§
145.0311 26766.27
175.1178 20466.67
229.1539 1 30813.47
265.084 1 128276.81
276.143 1 76039.51
294.153]] 294.1537 1.89 1 46602.54 C11 H21 N5 O3 (M+Na)+
295.1574 295.1563 -4.04 1 7626.94 C11 H21 N5 O3 (M+Na)+
296.158]] 296.1584 124 1 1876.4 C11 H21 N5 O3 (M+Na)+
MSMS Spectrum
<10 2 |Cpd 12: Prolyl-Arginine: +ES| Product lon (2 418, 2.563 min, 2 Scans) Frag=175.0v CIDED21.1 (2.
H 1 15151
151
4
i i
- 156 440F
o T i i
150 200 250 300 350 400 450 500 S50 600 650 750 HOO BSO 900 950 1000
Counts vs. Mass-lo-Charge (mdz)
MS/MS Spectrum Peak List
m/z z |Abund
127.0381] 133.52
132.1017% 192.32
136.0759 152.24
138.0543 183.4
144.1018 148.27
210.1099 120.22
212.1274 1 254.92
230.1364 777.38
258.132]] 133.03
276.1432 262.48
Compound Structure
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A1S5 3-Methylthiopropanamine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 25; 3- 3- 1640739 4,389 Auto M5/MS 105,06
Methylthiopropanamine Methylthiopropanami
w1 4 | Spd 25 3-Methylthiopropanamine: -ESI Scan (4. 368 min) Frag=175.0VvV sample 4_-VE.d
MS Spectrum ‘
g 161.3848
0.6 266, 0833 B18.2734
0.4 1313.4381
ol LI
ol Ldaad L,_“Ll b _L_LIL. “LL J_lL _LAL ],LL LLJ.L L_,u,,
200 300 500 GO0 ( 00 1000 1100 1200 1300 1400
souants t;)' sharge (mdz)
MS Zoomed Spectrum )
w10 4 |Cpd 25 S-Mathylthiopropanamine: -ESI Scan (4 368 min) Frag=175.0V sampla 4_-VE.d
64 P70
(=4 = I’N S+ CH3ICOO)
.8
i 1000 B 8
1 P70
I 1 D500
0 — . I " . Ll v — . . L
a 145 150 155 160 1685 170 175 180 185 190
Counis ve. Mass-to-Change (me'z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula lton
164.0739 164.0751] 741 1 10267.79C4 H11 N S (M+CH3CO00)-
165.0764 165.0778 851 1 759.23C4HI1INS (M+CH3C00)-
266.0933 4584.08
818.2734 2 4825.35
818.7729 2 3954.6]]
899.2991 2 3719.2§
989.3317 1 4899.81
1025.3067 1 5091.43
1151.3844 1 6481.79
1187.3611 1 3881.65
=T theopropanamins: -ES51 Product lon (43889 min) Frag=175.0 CIDEe 10,7 (164,07,

MSMS Spectrum

MS/MS Spectrum Peak List

S0 30590
R 674 zogs 5o0.30%

125 1260 1158.8822 1370, 7430
bt il o A IV NI PTTTE B T - Ly
a1 . SO0 700 B00 90 1000 1100 12040 13040 144300

~ounts vs. Mass-to-Charge (miz)

Abund
Z

150.0426 116.26)
152.9703 91
162.8414 261.33
164.0742 580.6)
174.9579 86.16
197.8088 108.43
266.0925 287.23
674.2065 121.77]
692.6907 95.59)

850.309 149.14|

Compound Structure
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A16 5-Methyltetrahydropteroyltri-L-glutamate (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 18: 5- 5- 639.2421 11.075 Auto MS/MS 640.2494
Methyltetrahydropteroyltri- Methyltetrahydroptero
L-glutamate yltri-L-glutamate

MS Spectrum

w0 4 |Spd 18 5-Methyhetrahydropteroyitni-L-glutamate: -ESI1 Scan (10,925, 11162 min, 2 Scans) Frag=..

- 3 12138063

200 300 A0 LA B TN B SO0 1000 1100 1200 1300

Counts vs. Mass-1o-Charge (mfz]
MS Zoomed Spectrum
®10 4 Cpd 18 H-Mathyitaetrahydroptaroyitn-L-glutamate: -ES51 Scan (10925, 11162 min, £ Scans) Frag=..
0.8
0.6
(43 |
0
(4] ' i 4 i
G615 G [ Gl 5 Gl Gas G50 G55 GE0 (15351
Counts Masz-to-Charge (miz
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
248.9/6! 26482.5]
282.117]] 1 19124.74
312.128 T 624925.34
313.131 1 116432.6
314.134 1 13102.23
342.138 1 13025.9
348.105 1 14676.39
490.156 1 34007.99
639.2421]] 639.23Y -0.44 1 10290.14 C25 H36 N8 012 (M-H)-
655.237 1 17718.59
MSMS Spectrum
w10 2 |Cpd 18: 5-Methyltetrahydropteroyitri-L-glutamate: -ESI Product lon (10967, 11,183 min, 2 Scans).
312.127¢
8
L]
L]
2 4194003 624.2505 1047.0735 1308 7208
0 i ek el Ludal il Lpi o dld . " L ek - . .
1040 200 300 00 5040 (5118 FO 800 Sy 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ z | Abund
r4
135.0457% 93.4
215.2663 77 .47
283.099 75.8]]
296.1069 1 138.53
310.1164 84.59
311.079¢ 83.99
312.1274 1 820.47
313.129§ 1 145.65
336.094] 76.54
400.137§ 74.29
Compound Structure
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A17 Cephalosporin C (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 5: Cephalosporin C | Cephalosporin C 460.1013 1.635 |Auto MS/MS 415.1032
MS Spectrum
i 4 Cpd 5 Cephalosporin C; -ESI Scan (1.524, 1. 711 min, 2 Scans) Frag=175.0V sample 9_-VE d
5
1
QF S o .
o LML l R il L L - v
200 300 400 S0 [ 0ic B0 900 104000 11040 1200

i F00 5
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

=10 * Cpd & Cephalosponn O -ES Scan (1,524, 1,711 mun, 2 Scans) Frag=175% 0V sample 9 -WVE o
2 i H21 N3 S+ e ]
i
1
0 .
0 | - 1
435 440 445 450 455 A0 465 470 475 4RO 485

Counts vs, Mass-to-Charge (mie)

MS Spectrum Peak List

m/z Calcm/z Diff(ppm) z |Abund Formula Ion
110.9599 35154.38
120.9987 1 105266.95
126.9549 1 195025.08,
128.0369 T 70212.84
128.9509 T 15636.55
151.028 T 27925.29
338.0065 T 3723031
360.1013 460.1031 703 1 22716.81|C16 H2ZI N3 08 5 (M-+HCOO)-
361.1041 61.1061 728 1 4181.21JC16 H21 N3 08 5 (M-+HCO0)-
462.1032 | 462.1034 | 033 1 | 2458.08 |C16 H21 N3 08 S |m-+Hco0)- |

MSMS Spectrum

Cpd 5 Cephalo

o VS0 -ESI Product lon {1,542, 1.72% min, 2 Scans) Frag=175%.0V CIDgEh34

a3 (4

10 20 30M 400 SO0 GO0 TOH

Counts vs
MS/MS Spectrum Peak List

11000 12040 13041 714008

m/z z |Abund

110.96 302.99
114.0579 89.12
120.9978| 1 2731.92]
126.9547] 1 1384.61
127.9556] 1 77.13
128.037 516.93
128.9489] 1 81.05
138.0212 71.38
151.0269] 1 230.42
176.0409 84.24

Compound Structure




A18 Glutaminyl-Histidine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 412 Glutaminyl- Glutaminyl-Histidine 262,119 11,096 Auto MS/MS 2831265
Histidine

MS Spectrum

x10 4 Cpd 41: Glutaminyl-Histidine: -ESI Scan (11.075 min) Frag=175.0V sample 8_-VE.d
1 -
0.8+
0.6+
0.44
0.24
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
MS Zoomed Spectrum Counts vs. Mass-to-Charge (m/z)

x10 4 |Cpd 41: Glutaminyl-Histidine: -ESI Scan (11.075 min) Frag=175.0V sample 8_-VE.d
- +*

0.84

0.6+

0.2

i

255 260 265 270 275 280 285 290 295 300 305 310

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula lton
248.9787 22768.79
273.1764 4785.35
282.119 282.1208 6.14 1 10130.04C11 H17 N5 04 (M-H)-
283.123 283.1234 493 1 2010.8C11 H17 N5 O4 (M-H)-
284.1264 284.1255 =344 1 492.3¢C11 H17 N5 04 (M-H)-
343.219 1 9443.93
345.2344 1 5511.57
381.1193 1 10167.35
1243.6114 1 8969.41
1259.6074 1 5115.7]]
MSMS Spectrum
%10 2 [Cpd 41: Glutaminyl-Histidine: -ESI Product lon (11.086 min) Frag=175.0v CID@20.1 (282.1190[=...
4 -
3
2
1
O Y Y T
1040 20K 3 4iM SO0 BIX O BOD S{HD 1000 1100 1200 1300 14400

Counts vs. Mass-to-Charge (miz)}

MS/MS Spectrum Peak List
m/ z

Abund
104.984 135.3
119.0527 262.88
145.0889 442.5
162.0594 167.02
241.1154 141.82
273.177 263.52
282.114 1 363.96|
343.2191 132.33
345.234Y 1 185.29
1243.6124 141.01

Compound Structure




A19 Histidinyl-Proline (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 19: Histidinyl-Proline | Histidinyl-Proline 297.1226 4.399 | Auto MS/MS 252.1244
MS Spectrum x10 4 Cpd 19: Histidinyl-Proline: -ESI Scan (4.278, 4.473 min, 2 Scans) Frag=175.0V sample1_-VE.d
1 818.2721 1151.3837
1.2
14 899.2987
0.8
0.6 416.1978 737.2443 1061.3526 1313.4370
0.4
0.2
()‘\Lu‘ L“J\ﬂ ' J all L l‘l‘ “1'1111 LJ “nL: 1} li‘h ALy A
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 |Cpd 19: Histidinyl-Proline: -ESI Scan (4.278, 4.473 min, 2 Scans) Frag=175.0V sample1_-VE.d
12 297%226
< ([C11 H16 N4|O3]+HCOO)-
14
0.8 - .
282.0879 309.1224
0.6
0.4 4
0.2
od__1 R | ! J ! " . 1] [
270 275 280 285 290 295 300 305 310 315 320 325
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcm/z IDiff(ppm) z |Abund Formula Tion
152.9702 10006.86
164.0733 1 18290.73
266.0928} 8209.76
297.1226 297.1204 -7.32) 1 13313.15]C11 H16 N4 O3 (M+HCOO0)-
298.1258] 298.1232 87 1 1757.22|C11 H16 N4 O3 (M+HCOO0)-
299.1262 299.1253 -2.81] 1 436.04JC11 H16 N4 O3 (M+HCOO0)-
818.2721] 2 13944.82
818.7731] 2 9981.27]
899.2987 2 8442.08]
1151.3837 1 12210.8
MSMS Spectrum
<10 2 |Cpd 19 Histidinyl-Proline: -ESI Product lon (4,297, 4500 min, 2 Scans) Frag=1750v CID@21.3 |
3
"
-
11 74 11 1B1.7144 41944 3¢ 1714 BART
054 121.043
ol Aslinbiild & : o 1 TR | J
10 210 300 A0 S 600 800 900 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge {m/z)
MS/MS Spectrum Peak List
m/z | z]Abund
150.043¢ 165.49
152.9702 296.89
164.0715 195.54
185.0493 58.91
191.0229 80.87%
249.0934 61.39
266.0884 112.74
282.0884 57.24
287.0911 99.4
297.1229 1 104.09
Compound Structure
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Compound Label

Cpd 31: L-prolyl-L-glycine ' L-prolyl-L-glycine

A20 L-prolyl-L-glycine (FG)

Name

RT
8.783

m/z
171.0796

Algorithm
Auto MS/MS

Mass
172.0869

MS Spectrum ~ X10 ?

-

Cpd 31: L-prolyl-L-glycine

)90

| .

: -ESI Scan (8.669, 8.859 min, 2 Scans) Frag=175.0V sample 3 -VE.d

MS Zoomed Spectrum

200 300

400

600 700 800 900 1000

500
Counts vs. Mass-to-Charge (m/z)

1100

1200 1300 1400

x10 4 |Cpd 31: L-prolyl-L-glycine: -ESI Scan (8.669, 8.859 min, 2 Scans) Frag=175.0V sample 3_-VE.d
8 171979
74 ([C7 H12 N2 3]
6
54
4
34
24
1 ) 1 2
1
0 ; ‘ i -
145 150 155 160 165 170 175 180 185 190 195
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula |ton
128.036 1 62146.52
171.0794 171.0775 -12.24 1 83232.34C7 H12 N2 O3 (M-H)-
172.0829 172.0804 -1483 1 6347.28C7 H12 N2 03 (M-H)-
259.1334 1 26450.54
289.0909 1 275799.53
290.0934 1 36403.9
451.1457 1 101672.59
452.1484 1 17944
579.1883 1 58386.49
601.1703 1 29184.84
MSMS Spectrum
x10 2 | Cpd 31: L-prolyl-L-glycine: -ES] Product lon (B.685, B B72 min, 2 Scans) Frag=175.0v CIDE&11.2 {
&
d
-
L]
1
0 i P | - — N} - P R | H—
104 3 4 S0 W T B 1000 1100 1200 1300 1400

MSMS Spectrum Peak List

Counts vs. Mass-to-Charge (miz)

miz X

Abhund

127

3 e

128.0 |

IeT

120.0 1

T

130,

Compound Structure
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A21 Prenyl-L-cysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 36: Prenyl-L-cysteine ' Prenyl-L-cysteine 248.0962 11.015 Auto MS/MS 189.0825
MS Spectrum %1 4 | Cpd 36: Prenyl-L-cysteine: -ES| Scan {10.994 min) Frag=175.0v sample 6_-VE.d
24
1.54
14 .
0.5 ! 1 J L = 0. 3845
0 L sl ‘_AJ I . b
200 300 401 S00 € 800 00 1000 1104 1200

oy Mass-to-Charge (miz)

MS Zoomed Spectrum

4 |Cpd 36: Prenyl-L-cysieine: -ESI Scan (10.994 min) Frag=175.0V sample &_-VE.d

=10
248 477
a
2
1.8
1
14 O
j
LER- ( 0 73.1408
0 |
220 225 230 235 240 =] 2 255 260 265 2710 274
Counts f-.‘!.:)'.'.'.L-r_r”:--L_'.'I';lrgr} imiz}

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund |Formula Ion
171.0796 3101.78|
244.0689 3397.28|
248.0962 248.0962 01] 1 10387.13]C8 HI5N 02 S (M+CH3CO00)-
248.9771 1 24035.35
249.0994 249.0992 -1.07] 1 1406.31JC8 HISN 02 S (M+CH3CO0)-
250.1012 250.0943 -27.53] 1 210.16|C8 HI5 N 02 S (M+CH3COO0)-
353.0357 1 6986.42
561.1769 1 5806.57|
565.2057 1 7258.77|
717.3305 1 3248.47|
MSMS Spectrum 4, 3 | Cpd 36: Prenyl-L-cysteine: -ESI Product lon (11.015 min) Frag=175.0V CIDE@17.4 (248.0861[z=1)
34 Sl
y
1 )
psd & 561917 BH2 HE50 1206.0317
0 |
g LAl 210 30 400 S00 800 LE 11N} 1000 1100 1200 1300 1400

tf._\»(_’il\.nr;_](_‘ {miz)

MS/MS Spectrum Peak List

m/z z |Abund
128.0364 130.99
164.0722 233.2)
181.0909 131.24
244.0686 160.74
248.0074 | 1 415.64
248.9774 | 1 2915.61
249.9774 | 1 113.49
446.2378 122.22
561.0172 173.14

1206.0317 108.04

Compound Structure
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Compound Label

Cpd 35: S-Prenyl-L-

Ccysteine

MS Spectrum

A22 S-Prenyl-L-cysteine (AG)

RT
10.468

m/z
248.0074

Name Algorithm

S-Prenyl-L-cysteine

Auto MS/MS

Mass

%

| 89.08

x10 4 |Cpd 35: S-Prenyl-L-cysteine: -ESI Scan (10.449 min) Frag=175.0V sample 8 -VE.d
24 2489780
1.751
1.54
1.251
14
0;? 403.1799 565.2072 748.2395
] 888.4226
0.251 t h h l l{ 1257.5911
odlu Lyl ddl ot i Lo il | L :
200 300 400 500 600 700 800 900 1000 1100 1200 1300
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
%10 4 |Cpd 35: S-Prenyl-L-cysteine: -ES| Scan (10.449 min) Frag=175.0V sample 8 -VE.d
2 248 9780
1.75
1.5
1.25
1
U()/,: Sl 244.0694 262.0800
0.25 l |
250 225 230 235 ;40 245 25:(1 55 260 265 270 275
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List _
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
204.0693 4041.25
248.0974 248.0962 -4.64 1 13372.06|C8 HISN 02 S (M+CH3C00)-
248.978] 20734.38]
249.1001 249.0992 -3.51) 1 1949.01)C8 HISN 02 S (M+CH3C00)-
250.1084 250.0943 -56.29] 1 341.03|C8 HISN 02 S (M+CH3C00)-
317.1598 1 5895.58]
321.0707] 1 16723.44
353.1369 1 4194.06)
403.1799 1 4372.42)
565.2072 1 3871.27]
MSMS Spectrum
x10 3 |Cpd 35: S-Prenyl-L-cysteine: -ESI Product lon (10.468 min) Frag=175.0V CID@17.4 (248.0973[z=..
T 248.9785
1.5 <
1.254
14
0.759 164.0747
0.5
0.25] L 436.1707 720.3883 1025.9377
.Lm‘h dudl leJL Mgkt bl s 1y . . Ll
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/z z | Abund
103.0568 155.81
147.041 1 220.03
164.0741 1 491.03
169.064 140.13
248.096 263.3
248.9789 1 1513.02
289.1273 114,13
303.1001 122.91
317.1607% 180.29
321.0689 283.74
Compound Structure
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A23 Glutamyl-leucine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 47: Glutamyl-leucine ' Glutamyl-leucine 261.1428 5.315 | Auto MS/MS 260.1356
x10 4 |Cpd 47: Glutamyl-leucine: +ES| Scan (5.301 min) Frag=175.0% sample1.d
MS Spectrum -
6
d
3
1
0
200 S00 40 200 Gl 700 BOO 00 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 [Cpd 47: Glutamyl-leucine: +ESI Scan (5.301 min) Frag=175.0V sample1.d
7 1
151
5
F
5
1
0 i
235 240 2458 250 255 260 265 270 278 280 28
Counts vs. Mass-to-Charge (mdz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
162.0574 1 189186.84
261.1429 261.1445 6.39 1 77388.94 C11 H20 N2 O5 (M+H)+
262.1467 262.1474 324 1 9726.3 C11 H20 N2 O5 (M+H)+
263.1464 263.1494 1113 1 2476.54 C11 H20 N2 O5 (M+H)+
291.0997 1 2231518.2]
292.1027 1 290159.7
293.1023 1 105632.01
347.1255 1 73248.99
420.1417 1 121764.27%
453.1514 1 180334.41
MSMS Spectrum
x10 2 [Cpd 47 Glutamyl=leucine:. +ESI Product lon (5. 315 min) Frag=175 .0V CIDE18 .4 (261 .1435|z2=1] -
1.2
1
o8
)4
0.2 -
4] T
150 2 254 o | 35 . 45 L 1| S50 [SINLN)
Counis vs. Mass-to g (I
MS/MS Spectrum Peak List
m/ z | Abund
z
132.101§ 157.4]]
145.0307% 1052.3%
162.0564 490.41
175.117§ 240.83
188.0684 174.61
202.1333 211.45
239.0824 229.15
291.0984 1 1230.89
295.158] 148.4
347.124 255.23
Compound Structure
La]




A23 Glutamyl-leucine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 41: S-Allyl-L-cysteine | S-Allyl-L-cysteine 162.0579 10.093 Auto MS/MS 161.0507
MS Spectrum Cpd 41: S-Allyl-L-cysteine: +ESI Scan (9.989, 10.171 mun, 2 Scans) Frag=175.0V sample 6.d
25 1 291 ) 006
2
.- 453.1530
=
1
o5 581.193534
olblb b L; Al l L L
_‘-"I’IH] ’.!II-' ] _,."'I” “.lllr ] r§.|||| 1 ?[’I( i ﬁ|l||'| l‘lll]-: ] 1 r|'| (1§ 1 ]Il M
Counts vs, Mass-1o-Charge (mdz)
MS Zoomed Spectrum
Cpd 41 S-Allyl-L-cystaine: +ESI Scan (3988, 10,171 min, 2 Scans) Frag=175 0V sampla 6.0
“'}.'.E: 162 p579
’ (eE H11 NO2 S]+H)+
2
1.5 145.0313
1
188.0701
o5 137 10668 1700810
o L Iy .
135 140 145 150 155 160 1G5 170 175 180 185 190
Counis ve, Mass-io-Charge (miz)
MS Spectrum Peak List
m/z Calc m/z |Ditf(ppm) Z |Abund Formula Ton
145.0313 1 107694
162.0579 162.058 243 1 271859.3§C6 HIIN 02 5 (M+H)+
163.061] 163.061] 0.14 1 20089.64C6 HI1N O2 S (M+H)+
164.0544 164.0553 3.59 1 12175.2§C6 HII N O2 S (M+H)+
261.144]] 1 166161.09
274.074 1 58878.6
291.100¢ 1 2628658.1
292.103 1 333243.4
293.099 1 125234.59
453.15 1 126693.3
MSMS Spectrum
0 3 [CPd 41 S-Alv-L-cysteine: +ESI Product lon (10,001, 10184 min. 2 Scans) Frag=175 0V CID@10
ol 291.0994
2
1.5
1
s '52'3533 45314578 632.3458 Ba9.95899
] L1 L
i 160 ZOO 25D 300 360 00 Go0 700 7hOD B0OD 8BGO 900 950
SO (I
MS/MS Spectrum Peak List
mJ/z & | Abund
145 1
el [ENE]
162.0583 187.79
231.1207 79
261.1414 1 101.3
286.1415 73.89
291.0994 1 2284.0]]
292.1044 1 261.59
293.0954 1 316.84
333.1155 75.34
453.1578 138.64
Compound Structure
HH2
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A24 Harman (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 63: Harman Harman 183.0909 9.234  Auto MS/MS 182.0836
MS Spectrum _ .\ 5 |Cpd 63: Harman: +ESI Scan (9.128, 9.295 min, 2 Scans) Frag=175.0V sample 8.d
i 1 323.0714
1.75
1.5
1.25
1 .
0.754
0.5 485.1232 o
0.251 664.3614 822.3833
0 ‘LLJA\LI.MH‘H‘{ " Lad 1 T
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 5 |Cpd 63: Harman: +ESI Scan (9.128, 9.295 min, 2 Scans) Frag=175.0V sample 8.d
] 1839909
1.751 ([C12 H1¢ N2]+H)+
1.5
1.25
14
0.754 169.0750
051 158.0055 194.0202
0.254
— | . — il ’ - 1 ; | — | - - . -
155 160 165 170 175 180 185 190 195 200 205 210
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List _
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
169.075 1 46196.53
183.0909 183.0917 433 1 201239.91]C12 H10 N2 (M+H)+
184.0939 184.0947 449 1 27797.65C12 H10 N2 (M+H)+
185.0993 185.0977 8 1 2701.8]C12 H10 N2 (M+H)+
275.1578 1 28397.69
295.1271 1 38732.24
318.1793 1 39469.13]
323.0714 1 303465.41
324.0746 1 42248.23
325.0692 1 27202.14
MSMS Spectrum
— Cpd 83 Harman: *ES| Product lon (9,180, 9. 308 min, 2 Scans) Frag=175 0V CIDER12.2 (183.001
“‘"5 183.0912
-
4
3
2
1 3891562 506.2476 873.2043 1013 4000
0
20 300 400 600 700 BOO Q00 1000 1100
3, Mass-10-0F s (IMVZ)
MS/MS Spectrum Peak List
m/ z | Abund
z
140.0481 131.13
182.0817% 218.21
183.0914 1 4566.39
184.0924 1 396.04
213.1041 97.9
231.1193 85.57
258.1313 94.69
286.089] 83.85
323.073 80.93
399.1563 88.17
Compound Structure
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A25 Jadomycin A (FG)
Compound Label Name m/z RT Algorithm
Cpd 56: Jadomycin A Jadomycin A 420.1437 5.6 Auto MS/MS

MS Spectrum

Mass
419.137

Cpd 56: Jadomycin A +ESI Scan (5.505, 5.646 min, 2 Scans) Frag=175.0% samplel.d

w10 4
7 2040277 4%0.)
]
4
¥
§ I L L
o ikl Ll 'Y l e 1 1Y

2000 300 L a1 SO0 =181
Counts vs.

arge (mse)

B0 Qoo 1000 1100

MS Zoomed Spectrum
Cpd 56 Jadomycin A +ESI Scan (5 505, 5646 min, 2 Scans) Frag=175 0V sampla1.d

7 419.j462

=]

5

F-9

a ] R
3861861 445 2268

= 409.0957 427.1684

1

o : ; i I
305 400 405 410 4156 420 FET 430 435 a40 445

Counts ve, Mass-10-Change (mdz)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
120.0803 1 203784.3]
166.0856 1 156699.%
278.1012 1 92125.84
291.0999 1 135237.9
295.1277 1 2503168.24
296.1313 1 361339.2
420.1437 420.1442 1.2 1 61881.99 C24 H21 N 06 (M+H)+
421.1497 421.1475 -5.24 1 18551.24 C24 H21 N 06 (M+H)+
422.1495 422.1501 1.59 1 4910.93 C24 H21 N 06 (M+H)+
450.1344 1 301715.97
MSMS Spectrum
R”-'z (—.|H:1 56: Jadomycin A +ESI Product lon {5535, 566868 min, 2 Scansa) Frag=175.0% CIDE31 .2 (420
B
a8
a 2051256
2
ol Ll ‘ | PR B
200 300 400 SO0 GO0 FD0 BOOD 00 1000 1100
COounts va. Mass-Io-Change (mdz)

MS/MS Spectrum Peak List

m/ z | Abun
z d
120.0§ 626.55
127.0214 164.11
128.04 1 175.87
145.0314 1 801.92
166.0851 1 855.64
167.0904 1 159.99
186.0914 1 236.5
194.0809 178.0]]
212.0919 232.71
295.1259 1 204.79

Compound Structure




A26 Norharman (AG)

Compound Label Name m/z Algorithm Mass
Cpd 62: Norharman Norharman 169.0751 Auto MS/MS 168.0679
MS Spectrum w0 4 [Epd 62 Norharman: +ESI Scan (9056, 9.270 min, 2 Scans) Frag=175.0v sample 8.d
1 AX. a0 12 154 1612
TP LL_J.L I ——
204 300 4010 S0 S0 |00 1 I_‘I‘-: Ak m,‘
Counts vs s-to-Charge (miz)
MS Zoomed Spectrum w10 .‘.|H||..»=- MNaorharman: +ES| Scan (9,056, 9,210 W Scans) Frag=175.0V sampla 8.d
. - Ha0n
¥
1124
1
(5] L i ]
145 150 155 16501 165 1 - 180 185 1940 195
Counts v, Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
169.0751) 169.079 59 1 47751.3q C11 H8 N2 (M+H)+
170.077§ 170.079 729 1 6062.44 C11 H8 N2 (M+H)+
171.0882 171.082 -36.34 1 996.39 C11 H8 N2 (M+H)+
183.0909 1 151160.24
295.1269 1 43791.04
318.1795 1 43669.34
323.0712 1 475001
324.074 1 65466.64
325.0689 1 44607.31
454.1612 1 40764
MSMS Spectrum
x10 3 |Cpd 62: Norharman: +ESI Product lon (9.077, 9.227 min, 2 Scans) Frag=175.0V CID@11.1 (169...
2 169.0748
-
1.75-
1.54
1.25-
1
0.754
0.54 q
ooe L 289.1779 4519748 E56.3661
0 Lhuls "l P n
200 300 400 500 600 700 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/ Z | Abund
z
120.0794 96.85
144.0813 83.49
169.0748 1 1812.89
170.0573 80.85
170.0763] 1 132.34
183.0907) 1 292.59
188.0703 130.04
270.1247] 76.9
289.1779 128.79
323.0696] 123.55
Compound Structure
NH




A27 N5-(4-Methoxybenzyl)glutamine (FG)
Compound Label Name m/z RT Algorithm
Cpd 33: N5-(4- N5-(4- 267.1332 4.622  Auto MS/MS
Methoxybenzyl)glutamine | Methoxybenzyl)glutam

Mass
266.1261

Cpd 33: N5-(4-Methoxybenzyl)glutamine: +ESI Scan (4.529, 4.670 min, 2 Scans) Frag=175.0V sa..
op1 447.2003

x10 4
4] 2¢
3.5
31
2.5
2
1.54

MS Spectrum

581.1913

-

0.5

‘MJL il \J‘Llll L

0

200 300 400 500 600 700 800 900 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 4 |Cpd 33: N5-(4-Methoxybenzyl)glutamine: +ESI Scan (4.529, 4.670 min, 2 Scans) Frag=175.0V sa..
44 2679332 291.1Q01
as) ([C13 H18 N2 O4]+H)+
3 273.0894
2.5 ’
1 287.1533
1.5 253.1238 '
14 243.1340 280.0303
| | ]
OH.HI,L.JHJJLI dl v ]y ra by Lol ili |
240 245 250 255 260 265 270 275 280 285 290 295
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
162.0574 1 63352.87
267.1337 267.1339 273 1 42795.7q C13 H18 N2 04 (M+H)+
268.1377 268.137 -259 1 6513.74 C13 H18 N2 04 (M+H)+
269.1379 269.1393 564 1 1083.54 C13 H18 N2 04 (M+H)+
291.100]] 1 1076436.2]
292.103]] 1 137160.5
293.0993 1 49768.474
297.056 1 216997.2]
315.1287 1 60300.21
447.2003 1 49132.85
MSMS Spectrum
x10 3 |Cpd 33: N5-(4-Methoxybenzyl)glutamine: +ESI Product lon (4.551, 4.693 min, 2 Scans) Frag=175....
7. 26
12 26 ‘13 6
1
0.8
0.6
0.4 196.1332
0.2 344.1926 494.2620
0 JIIMJLLJML‘H“ \[H L L

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Counts vs. Mass-to-Charge (m/z)

MS// MS Spectrum Peak List
m,

z | Abund
z

121.0624 129.9]]
123.07 86.9]]
130.049 81.18
146.1184 1 81.99
154.0851 184
196.1332 188.99
214.1424 1 144.43
267.1324 1 1117.74
268.1314 1 82.47%
291.0987 180.69

Compound Structure
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Compound Label

Cpd &
P Aol eI~

arpinine

MS Spectrum

x10 4

MS Zoomed Spectrum

A28 Na-Acetyl-L-arginine (FG)

Name m/z RT Algorithm Mass
M- Aaceiyi-l-arginime 21 259 1. a1 Auio M ST S 2160217

Cpd 5 Na-Acetyl-L-arginine: +ES| Scan (1,333, 1 477 min, 2 Scans) Frag=175 0V samplal o

17641
8
=]

349.1346
4
520, 1678 705, 1831 A44.2734 T
) l
o l.l‘x J-JL.\.I;. | Il ll. L| LI
200 b T i

a0 GO

o

i) GO0

FO0

unts va, Mass-to-0

BOO
“hange (mdz)

[a%uln] 1000 1100

Cd 5 Ma-Acetyl-L

Arginine

+ESI Scan (1.333

([CB H16 M4 O3]+H)+

3o

1.477 min, 2 Scans) Frag=175.0V sample1.d

8
6
14.070
4 ' 2321174
2 196.0603
190 195 200 2058 210 215 235 230 235 240 245
Counts va. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
130.0862 37272.21
136.0611 1 44262.54
138.0543 1 36773.9
156.1014 1 34397.5%
175.1184 1 128435.74
178.0524 1 90589.39
217.1289 217.1295 284 1 95055.14 C8 H16 N4 O3 (M+H)+
218.1319§ 218.132 1.0 1 8928.31 C8 H16 N4 O3 (M+H)+
219.1334 219.1341] 323 1 2169.19 C8 H16 N4 O3 (M+H)+
349.1344 1 39178.2]
MSMS Spectrum
10 2 |GPa 5 Na-Acatyl-L-arginine; +ES| Product lon (1,347, 1,491 min, 2 Scans) Frag=175.0V GIDGD 14
e 175.1182
7
€ -
5
4 3491348
3
455 185F = . a o
f ‘ ! - 061814 1008.3401 42 3653
0 “ LJ[ILL“ I | 1 L .In 1
200 NN 400 S00 G600 700 SO0 1000 1100

MS/MS Spectrum Peak List

;n/ z | Abund
130.0484 186.59
130.0874 332.82
136.0607 203.21
158.0884 1 351.44
175.1184 1 689.08
178.0531 447.84
214.0709 143.87

217124 1 549.01
262.1273 220.1%
349.1344 1 262.54

Compound Structure

Maaa-10

COounts va

Charge (miz)




A29 (gamma-Glutamyl-gamma-glutamyl)-S-methylcysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 30: (gamma-Glutamyl- (gamma-Glutamyl- 394.1274 9.216  Auto MS/MS 393.1202
gamma-glutamyl)-S- gamma-glutamyl)-S
methylcysteine - methylcysteine
MS Spectrum <10 5 | Gpd 300 (gamma-Glutamyl-gamma-glutamyl)-S-mathyloysti@ing: +ESI Scan (9089, 9 305 min, 2 5
e 14 H)
1.4
1.2
1
08
0.6
146
0.4 71.1949 23.285( 85,335
0.2
| L L
200 {1uEN] 4040 S00 BO0 FO0 B0 o 1000 1100
Counts ve, Mass-1o-Changs [mdz)
MS Zoomed Spectrum
w10 3 | Cpd 30 (gamma-Glutamyl-gamma-glutamyl)-S-methylcysteine. +ES1 Scan (9.089, 9305 min, 2 5
. K |
1.4
1.2
1
0.8
0.6
0.4
0.2 £81.2110 16 187
0 ]
370 375 380 3BS 3940 395 400 405 410 115 420
Counts va, Mass-to-Change (miz)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
297.0564 12257.3
325.1125 1 11156.29
342.1389 1 15232.13
347.0944 1 35012.07
394.1274 394.1279 1.1 1 173406.4C14 H23 N3 08 S (M+H)+
395.1302 395.1307 128 1 29010.1C14 H23 N3 08 S (M+H)+
396.1285 396.1274 -2.794 1 11680.2d C14 H23 N3 08 S (M+H)+
509.1467 1 26447.94
671.1999 1 15423.13
923.285 2 11235.24

MSMS Spectrum

(T||ej 30 [gamma-Glutamyl-gamma-glutamyl)-S-methylcysteines

+ESI Product lon (9115, 9.317

¢ 2
x10 394 1265
-
4
3
2 1,091 671.1975
1 G <8 li a8
\ | |
fs] 1 AR D Ul i 1 ! i |
200 300 400 500 [=taln] 700 BOO 900 1000 1100
Counts vs. Mass-to-Charge: (rmfz)
MS/MS Spectrum Peak List
m/ z | Abund
z
130.0507% 137.92
144.0103 148.74
144.0474 240.87
162.0569 127.12
234.0957 112.79
289.0911 114.45
347.0952 111.84
394.126 1 427.84
395.12740 1 214.77
396.1214 1 103.9
Compound Structure
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Compound Label
Cpd 56: Aralionine A

TEREECEET

A30 Aralionine A (AG)

Name m/z RT Algorithm Mass
Aralionine A 314.137 8.228 | Auto MS/MS 582.2955
Armhoarurmes S vESl Socan (B.1123, B2 75 rmun, & Scans) Frag 1750V mammpls 9 ol

MS Spectrum . S |
a
1 -
«,|. Ril. L Ll N— .
S chni 1o LD, . e 1ee
MSZoomedSpectmm w1 A [ Cpd 56 Aralionine A +ES| Scan (B.113, B.275 mun, 2 Scans) Frag=175.0V sample 9.d
5 i H ]'Il- 1 f 1
1
¥ 14 1 1
1 o frea '
[s B B I o g a b b d L a l o s L4 1l L LRI 4 . ad i i o
290 25 ETS IS 310 315 a2 ERTE: 311
Counts vs, Mass-to-Charge (miz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
137.1065 19207.9
178.1217% 17733.23
183.0907 1 45924.55
240.205]] 1 34619.22
297.16269 17853.98
314.137 314.1313 -18.07 1 61421.18 C34 H38 N4 O5 (M+2Na)+2
340.1752 1 21197.34
344.1477 1 23057.29
456.2571} 14069.17
579.3854 1 22496.02
MSMS SpeCtrum %10 2 Cpd 56: Aralioning A: +ES| Product lon (B.127 min) Frag=175.0V CIDEIZ2.7 (314 1370[z=1] -= **)
B4
Fi .
11 P
i} N 1 . ’
150 200 250 GOO GE 750 g 850 900 950
o-Charge
x10 2 |Cpd 56: Aralionine A: +ESI Product lon (8.329 min) Frag=175.0V CID@16.3 (314.1370[z=2] -> *)...
4 314.1821
MS/MS Spectrum Peak List 351 177.0825 1
m/ z | Abund 3
Z 25
121.0639 343.3]] P
145.02§ 765.29 15
161.0964 190.83 1 4441642
176.0719 219.13 05
177.0553 201.24 0 | ‘ H‘ ‘ ‘ \ ‘ ‘ . .
221.0737 193.03 200 300 400 500 600 700 800 900 1000
>73.1863 T65.6d Counts vs. Mass-to-Charge (m/z)
290.0963 162.73
314.1468 323.65
580.2767 154.42
132.0784 181.44
142.0634 194.7]]
177.052§ 1 298.63
182.09 241.37
195.0911 178.37
201.0947 170.03
312.193 177.3§
313.1874 318.9
314.1244 183.33
314.1821 2 360.3

Compound Structure




A31 S-Methyl-L-cysteine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 10: S-Methyl-L- S-Methyl-L-cysteine 136.0426 2.373 | Auto MS/MS 135.0353
cysteine
MS Spectrum = 'V | | Cpd 10 S-Methyl-L-cysteing: +ES1 Scan (2,274, 2,447 min, 2 Scans) Frag=175.0V sample &.d
[+
]
1
[P A ettt - W U W —— bl - ) -

— | - . - ' -
M) QO 1000 1100
™WZ)

20 3010 401 500 S00 ZI00)
Counts ws, Mass-to-Charge (r

MS Zoomed Spectrum

Cpd 10: S-Methyl-L-cysteine: +ES| Scan (2.274, 2.441 min, 2 Scans) Frag=175.0v sample &.d

1

x10 4

0 L1

110 115 120 12 130 135 140 145 150 155 16100
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcm/z Diff(ppm) z | Abund Formula Ion
136.0426 136.0427 0.6 1 71843.34 |[C4 HON 02 S (M+H)+
137.0455 137.045]] -287 1 5064.83 C4 HON 02 S (M+H)+
138.0387 138.0394 533 1 3315.7JC4HIN 02 S (M+H)+
175.1187 1 52567.63
200.1024 1 39879.11
229.1544 1 32632.66
265.0853 1 500405.03
266.0884 1 53050.69
267.0831) 1 23944.18
307.0955 1 21147.34
MSMS Spectrum
%10 3 [Gpd 10: S-Methyl-L-cystleine: +ESI| Product lon (2,292, 2.454 min, 2 Scans) Frag=175.0V CID@@8
0.8
0.6
e 175.118¢
-
0.2 9,1901 105 :
o4 L Jll N l : il . i . i . i I
200 300 400 00 700 800 SO0 1000 1100

t-Charge (mdz)

MS/MS Spectrum Peak List

rzn/ z | Abund

130.0474 70.41
136.0413 301.69
165.0554 86.95
175.1184 1 312.37

176.147 66.83
182.0433 131.44

191.038 107.23
200.1004 174.33
265.0844 1 885.31
266.0874 1 118.56

Compound Structure

H3C
g

5 OH

MH2



A32 s-phenylmercapturic acid (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 29: s- s-phenylmercapturic | 262.0544 6.076 | Auto MS/MS 239.0653
phenylmercapturic acid acid
MS Spectrumx 100 4 Cpd 29: s-phenylmercaptunc acid: +ES| Scan (5960, 6152 min, 2 Scans) Frag=175.0V sampla B.d
-
2
1t
1
0.5
o -
200 AL A1) . . 7N i B S0 1000 1100

MS Zoomed Spectrum
w10 4 | Cpd 29: s-phenylmercapturic acid: +ESI Scan (5960, 6.152 ! sample 8.d
*
;I
|
1
0.5
0 - -
239 240 245 290 2T% 280 285 290
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
194.0293 1 21745.26
229.1173 1 23108.23
262.0544 262.0508 -1349 1 24707.04C11 HI3NO3S (M+Na)+
263.0579 263.0538 -15.3 1 2708.93C11 HI3N O3S (M+Na)+
264.0584 264.0489 -36.4 1 464.59C11 HI3N O3 S (M+Na)+
310.1269 1 120197.61
311.1304 1 21588.37
328.1374 1 91305.91
334.0574 1 25260.61
352.069 1 85860.89
MSMS Spectrum

%10 2 |Cpd 28: s-phenylmercapturic acid: +ESI Product lon (5.984, 6168 min, 2 Scans) Frag=1750V CI..

200 300 400 ET]N] GO0 A0 |00 a0 1000 1100
Counts vs. Mass-to-Charge (m/'z)

MS/MS Spectrum Peak List

m/ Abund
z
132.1007 99.77
136.0619 121.65
148.0253 92.7
153.1287 105.5
158.0903 101.46
204.0823 102.68
229.1534 104.51
244.043 128.6|
328.1383 91.35
352.0673 255.28

Compound Structure




A33 Histidinyl-Asparagine (FG)

Name m/z RT Algorithm Mass

Hisridiny I-Asparaginge 2921022 5892 SNTITRI A it Ei LN ) e

Asnaragine

MS Spectrumy 4y 5 | &2: Histidinyl-Asparagine. +ES| Scan (5 B62 min) Frag=175.0V samplel.d
1. De57 454 1

. e — T
200 3040 4 B GO Fab 80 SO0 10400 1100
Counls vs. Mass-1o-Charge (m/fz)
MS Zoomed Spectrum
w10 % |Cpd 62 Histdinyl-Asparagine: *ES| Scan (5862 min) Frag=175.0v sample1.d
0 HAn7
1
0.8 4
[V
4 104, 16541
3. 1006
5] 121
o — . - - ——— — La i S ——
2D 270 2TF5 280 2HED =50 AU L LE] 310 15 A0

Counts ve Aarge (mdE]

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
158.0957% 1 67601.4
231.1114 1 75548.7
291.0997 119795.19
292.1027 292.1014 -199 1 53881.93 C10 H15 N5 04 (M+Na)+
293.102]] 293.1041 6.84 1 8801 C10 H15 N5 04 (M+Na)+
294.0987 294.1062 2564 1 5149.09 C10 H15 N5 04 (M+Na)+
295.1274 1 66586.61
450.1342 1 181590.44
454.1624 1 391491.9%
455.1652 1 90502.5
MSMS Spectrum
x10 3 |Cpd 62: Histidinyl-Asparagine: +ESI Product lon (5.892 min) Frag=175.0Vv CID@20.9 (292.1022[z...
1.4 253.1166
1.2
1
0.8 145.0309
0.6
2:: J SORETUSS 429.0896 657.5495
o |H“ atd. il il | !

.
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List
m/

Ju z | Abund
120.0793 323.9
130.0493 296.79
136.0594 246.13
143.0574 248.11
145.0309 1 524.44
162.0564 163.1
189.1023 384.84
218.1301 205.31
225.1287 170.69
253.1166 1273.94

Compound Structure



A34 L-Pyrrolysine (HG)

Compoun Name m/z RT Algorithm Mass
d Label
Cpd 59: L-Pyrrolysine 256.1643 10.883 Auto MS/MS 255.157
L-Pyrrolysir
e
MS x10 4 Cpd 5% L-Pyrrolysing: +ES1 Scan (1 867 mn) Frag=1 ( i e 7R.A
Spectrum 6 *
4
]
1
“ 200 M { . ¥ TN B SO 1000 1700
Counts vs. Mass-to-Charge (
MS Zoomed Spectrum
x4 Cpd 58 L-Pyrrolysing: +ES| Scan (10,867 min) Frag=175% 0V sample 7H.d
& -
4
]
1
0
230 235 240 245 250 s 270 275 280
Counts vs )
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
156.0797 1 76048.53
183.0911 1 36273.1
211.142 1 43660.31
256.1643 256.1654 49 1 66131.5§ C12 H21 N3 03 (M+H)+
257.1679 257.1685 231 1 11156.89 C12 H21 N3 03 (M+H)+
258.166 258.1708 1541 1 2748.14 C12 H21 N3 O3 (M+H)+
275.1583 1 158921.03
313.1201 1 40848.34
323.0708 1 54243.6
357.1282 1 38471.84
MSMS Spectrum
=10 2 Cpd 58 L-Pyrrolysing: +ES| Product lon (10283 min) Frag=175%0V CIDERTE O (25616864 3|z=1] -=
8
(=]
]
0

AB0 400 > i
Counts vs

MS/MS Spectrum Peak List

;n/ z | Abund
121.0732 206.94
136.0589 202.4
138.102]] 614.18
145.0322 197.25
156.0784 211.53

159.09 208.24
170.058]] 206.85
182.0909 1 753.75

256.163 195.71
258.13 191.25

Compound Structure

i)

BOO S50 900 9950



A35 Methionyl-Aspartate (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 10: Methionyl- Methionyl-Aspartate  265.0841 2.334 | Auto MS/MS 264.0769
Aspartate
MS Spectrum x10 4 | Cpd 10: Methionyl-Aspartate: +ESI Scan (2.243, 2396 min, 2 Scans) Frag=175.0v sample 8.d
59841
B (o-] 12 [+ H)+
L5
o
5 { 11
o " LL J 1 Ll
200 300 400 SO0 GO0 700 B0 ) 104000 1100

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

xio4 Cpd 10: Methionyl-Aspartate: +ESI Scan (2.243, 2.398 min, 2 Scans) Frag=175.0V sample E.d
h i
- MNE {
[}
]
;‘7
0 1 | .
240 245 250 255 260 265 270 275 280 285 2810
Counts vs. Mass-lo-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
126.065% 27995.04
132.1015 1 68527.27
136.0752 1 46160.54
145.031 30733.93
182.0805 1 32547.15
229.1537 1 32489.11
265.084]] 265.0853 451 1 92352.3g CO H1I6 N2 O5 S (M+H)+
266.087 266.088 1.59 1 9179.0§ CO9 HI6 N2 O5 S (M+H)+
267.0823 267.0835 449 1 3859.59C9 HI6 N2 O5 S (M+H)+
307.0948 1 28492.07
MSMS Spectrum
w10 2 |Cpd 10 Methionyl-Aspartate: +ESI| Product lon (2.25%. 2.4049 min. 2 Scans) Frag=175.0V CIDgD1...
5
4 14
q *
2 | 1
11
0 L.lluli" I]I | L 1
200 300 400 500 GO 00 BOO 900 1000 1100
Counts vs. Mass-to-Charge (miz)
MS/MS Spectrum Peak List
m/ z | Abund
z
123.0433 202.84
126.0649 416.17
132.1007% 454
136.0424 285.47
136.0744 237.59
162.0583 187.44
175.1199 1 221.87
265.0844 1 311.37
276.1439 159.5
307.0923 208.77
Compound Structure
MHE
E_’__,_,n:—:




A36 N-gamma-Glutamyl-S-trans-(1-propenyl)cysteine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 37: N-gamma- N-gamma-Glutamyl-S- 313.0821 5.449 Auto MS/MS 290.0929
Glutamyl-S-trans-(1- trans-(1-
propenyl)cysteine propenyl)cysteine
MS Spectrum
Cpd 37: N-gamma-Glutamyl-S-trans-(1-propenyl)cysteine: +ES| Scan (5357, 5.514 min, 2 Scans)
bl
2 Y
1.5 )
1
05
D |
2|‘||,| JIIIII _1|,'l|,| 5.||||_| t'jllllj _.u‘l‘lll BI‘IIJ _GI'IIJ 1000 1 ]'i:ll
Counts vs. Mass-lo-Charge (m/z)
MS Zoomed Spectrum Cpd 37 N-gamma-Glhutamyl-S-irans-{ 1 -propanyljJcysteains: +ES| Scan (5. 357, 5.514 min, 2 Scans)
2
x10 5
1.5
1
0.n
o |
ras B {315 18] 105 110 31 E 20 3125 13 335 40
Counts va, Mass-1o-Changes (m'z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
145.0309 1 115562.34
162.0574 1 221428.24
188.07 1 141602.84
291.100]] 1 2774021.5
292.1037 1 350579.3
293.099]] 1 131943.54
313.0821 313.0829 249 1 218694.34 C11 HI8 N2 O5 S (M+Na)+
314.0844 314.0857 344 1 30068.54 C11 HI8 N2 O5 S (M+Na)+
315.0814 315.0814 -0.74 1 10736.3§C11 HI8 N2 O5 S (M+Na)+
453.1524 1 137983.44
MSMS Spectrum
w10 2 |Cipd 37 N-gamma-Glutamyl-S-trans-( 1 -propanyjoysteine: «ESI Product lon (5371, 5528
-
&
a
3
B -
|
o
160 175 200 225 250 2756 475 500 525 G560 575 GO0 625

MS/MS Spectrum Peak List

m/z z |Abund
137.1048 143.88
144.0805 128.54
145.0302 111.47
163.0599 70.33

m/z z | Abund
256.0885 71.7
268.0583 98.07
291.1013 1 693.38
292.1027 1 85.73
313.0841 112.5
315.1048 110.72

Compound Structure

100

F25
Vo

G0 ATE 400 425
5. Mass 10 Charge




A37 Phenylbutyrylglutamine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 21: Phenylbutyrylglutamin 315.1288 3.389 | Auto MS/MS 292.1396
Phenylbutyrylglutamine e
Cpwd 210 Phany b Iglutamina; +ES| Sae (3. 280, 3457 min, 2 Scans) Fri 175 0V samplal d
MSSpectrum i ™ 25;;. VBII Yy LRLIA} mni LAl 1ns) "Wl ny
4
2
2
1 4362006 S567.1886
o4 wliody L 1 L L
2THI 3D A0 T ] (i Ta] T BOD [17a0%] i [ninln] 1100
Counts ve, Mass-1o-Chargs (mlz)
MS Zoomed Spectrum
o4 Cpd 21: Phanylbutyrylghutamine: +ESI Scan (3.280, 3.457 min, 2 Scans) Frag=175.0V samplai.c
. 1159288
. ([C15 H20 N2 Od4]+Na)+
F
3
= .0 1241100
1 2981393 ‘
ol L1 A I L | N I, 1] .
200 265 300 305 310 315 320 a2s 330 335 340
Counls vs. Mass-to-Change (mfz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
130.0494 1 52008.57
136.0613 1 412011.04
152.0561 1 314864
252.1089 1 310747.63
253.1119 1 36117.63
268.1034 1 85375.23
284.099 1 84880.84
315.1288 315.1315 8.54 1 54978.9 C15 H20 N2 04 (M+Na)+
316.132 316.1347 854 1 8706.14 C15 H20 N2 04 (M+Na)+
317.1354 317.137 514 1 1610.64 C15 H20 N2 04 (M+Na)+

MSMS Spectrum

<10 = | TP 21 Phenylbutyrylghitaming: +ESI Product lon (3,307, 3472 min, 2 Scans) Frag=175 0V CID

1.6
1.4
1.2

1
0.8
0.6
0.4 252 1082
0.2 478.1934 597.2029 BZ26.2586

-
o I N
200 (TN IM] 400 500 B00 T 00 800 D00 1000 100
Counts ve, Mass-1o-Changs (mdz)

MS/MS Spectrum Peak List

;n/ z | Abund

122.09% 177.51
131.0844 89.52
132.1001 88.17
136.0604 1 1422.92

137.064 1 144
152.0554 1150.11
168.1023 91.43
252.1084 1 143.73
265.0854 81.39
284.0949 109.89

Compound Structure



A38 Tryptophyl-Isoleucine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 64: Tryptophyl- Tryptophyl-Isoleucine 318.1793 9.307 | Auto MS/MS 317.1719
Isoleucine

MS Spectrum

w10 4 |Spd 54 Tryptophyl-lspleucine: +ESI Scan (9210, 9.375 min, 2 Scans) Frag=175.0v sample 8.d

=3 183.0905 23.0710

664 3628 B22. 38308

. 0 L ] |

400 500 G0 700 BO0 800 1000 1100
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum x10 4 |Cpd 64: Tryptophyl-lsoleucine: +ESI Scan (9.210, 9 min, 2 Scans) Frag=175.0V samphe 8.d
B4 ¥710
7
.
(5]
1 85,1270
4
3
- 31131
2 334.1750
1 4
o ) ) L l i "
250 295 300 305 311 35 330 = 1] 340 345
Counts vs. Mas
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1063 24786.64
169.0751] 1 40805.49
183.0909 1 313988.5
184.0937% 1 41638.14
261.159 1 28082.17
295.127 1 38745.99
318.1793 318.1812 589 1 62773.74 C17 H23 N3 O3 (M+H)+
319.1817 319.1843 8.0 1 13382.24 C17 H23 N3 O3 (M+H)+
320.1834 320.1869 10.79 1 2181.54 C17 H23 N3 O3 (M+H)+
323.071 1 84714.76
MSMS Spectrum
«1( 2 |Cpd 64: Tryptophyl-lsoleucine: +ES| Product lon (8.224. 9.390 min, 2 Scans) Frag=175.0v CID@.
8 183.0800
r
[£]
5
d
4 2051271
2 ® 496 2287 GB0 2352 767.2645 984 .5204
1
o L Junsk bl ol bt g L —— .
200 300 40100 S0 G0 0 BoOo 800 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

m/z z | Abund
172.1301] 114.56
180.0643 114.77

183.09 1 732.54
188.071] 271.76
193.0954 109.9
291.0993 107.54
295.1271] 156.21
318.0925 105.51
318.1779 152.75
327.1379 136.76

Compound Structure
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A39 Lathyrine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 5: Lathyrine Lathyrine 181.0733 1.095  Auto MS/MS 1820807

10 4 | Cpd 5 Lathyrine: -ESI Scan (1.075 min) Frag=175.0% sample 4 _-VE.d

MS Spectrum  * - ) -
1 3. 065 3431174

4
521.3330
& 723.1110
0 il LL.jiL.l;L-l P
200 300 A0 501 &0 700 B 1000 1100 1200 1300 1400
Counts va. Mass-lo-Che 3 (MWZ)

MS Zoomed Spectrum

4 |Cpd B Lathynine: -E51 Scan (7.075 mind Frag= 175 00V samphe 4 -WViE. o

1 173. )OGS
oM
0.4 1085 0827
T 1B7 GEAS
0 i .l,u A F— .._l. L1l FE— N — i — -
155 1640 165 170 175 180 185 o 195 200 205
Counts we, Moss-to-Charge (miz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula |ton
131.0479 1 15890.77
131.084 1 31393.83
145.0997 5945.97
154.063 1 9155.24
173.1068 1 54241.02
181.0733 181.0731 -1.04 1 10522.45 £7 H10 N4 02 (M-H)-
182.0772 182.0755 953 1 858.01 [£7 H10 N4 02 (M-H)-
257.0684 1 6727.76
343.1174 1 9199.93
385.1763 1 9100.6
MSMS Spectrum %10 3 [Cpd 5 Lathyrine: -ES| Praduct lon (1.095 min) Frag=175.0V CIDE12.0 (181.0733[z=1] -= **) sam
1731060
1
.8
oG
4
- 288,0615 5673198 821.3624 1173.0808 1419.1357
0 [l lh Mkt d bl Ll b boih] s bl il T [
T 2001 S00 400 500 LN T B 1000 1100 1200 1300 1400

Counts vs M,at—,‘t,-h;) '_.I'|,ar'|',_|e [(miz)

MS/MS Spectrum Peak List
m/ z

a Abund
118.0534 357.54
131.0478 724.25
131.0839 523.1
148.0619 118.59
150.026 1 114.67
154.0649 175.7|

173.104 1 952.28
174.1104 1 129.42
181.0739 1 609.97,
195.0539 198.66

Compound Structure

H2H M,

"‘x\ M2



A40 Musca-aurin-I (AG)
m/z RT
350.0609 6.348

Mass
351.0679

Name
Musca-aurin-I

Algorithm
Auto MS/MS

Compound Label
Cpd 8: Musca-aurin-I

w10 4 | Cpd B: Musca-aurin-1: -ESI Scan (6.231, 5.426 min, 2 Scans) Frag=175.0V sample 8_-VE.d
MS Spectrum 1.4 350 DE09
(14 HIZ NS O8]-H)-
1
0.8
0.5 B18.2747 1061.3564 13134427
0.4
oo 435, 1338 l | | u L
0 e Ln I|, wadit UL by “. J.u I.IH l..g.l 11 il ¥ " k I ik
200 300 A0 SO0 G000 FO0 a0 800 1000 1100 1200 1 3040 1400
Counts va, Mass-to-Charges (i)
MS Zoomed Spectrum
x10 4 |Cpd B: Musca-aurin-l; -ES| Scan (6.231, 6.426 min, 2 Scans) Frag=175.0V sample 8_-VE.d
14 0 350 PE09
1.2 (IS4 H13 N3 O8)-H)-
1
08
0.6
04
0.2
O T L T l T T T T - T T T T T T
325 330 335 340 345 350 355 360 365 370 375
Counts vs. Mass-to-Change (mfz)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z |Abund Formula 1 n
136.0424 7231.41]
332.0503] 1 14327.47
350.0609] 350.063] 5920 1 14605.03]C14 H13 N3 08 M-H)-
351.0638] 351.066) 6.26] 1 2175.141C14 H13 N3 O8 M-H)-
352.0604 352.068 21.02 | 1 762]C14 H13 N3 08 (M-H)-
899.3027 2 8167.48
899.8044 2 6012.29)
980.329 2 6645.88]
980.8317) 2 4977.77,
1061.3564 2 4421.62)

MSMS Spectrum

MS/MS Spectrum Peak List
m/z  Amind
[N INES (T
TS

) |Cpd B: Musca-aurin-1: -ESI Produwct lon (6240, 6.447 min, 2 Scans) Frag=175.0v CID@25.5 (35

154 L Al

14731256
1659142 JI07.8 x
3foadina s e

1100 ._1 ‘_%';lu ‘-1'u|_|

—1— - y T r T v
350.4547 Jioz 100 200 300 400 500 600 700 a00
73

7370438 PR3] Counts vs. Mass-to-Charge

Compound Structure




A41 Myriocin (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 18: Myriocin Myriocin 400.2778 11.985 Auto MS/MS 401.2851
MS Spectrum x10 © Cpd 18: Myriocin: -ESI Scan (11.904, 12.041 min, 2 Scans) Frag=175.0V sample 9_-VE.d
1.4 4009778
. (IC21 H39|N O6]-H)-
14
0.8
0.6
0.4+ 248.9782 557.2819
0.2 ] J 841.3919 1225.5996
0 l Ll dagl o L Ml [
200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400

MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)

x10 5 |Cpd 18: Myriocin: -ESI Scan (11.904, 12.041 min, 2 Scans) Frag=175.0V sample 9_-VE.d
1.4 4009778
(IC21 H39Y N O6]-H)-
1.24
14
0.8+
0.6+
386.2613
0.4+ 409.2057
0.2 416.2717 425.1935
0 ! T | ! | 1 ‘ . !
375 380 385 390 395 400 405 410 415 420 425
. Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula |ton
327.223}% 1 50992.14
329.2384 1 27642.9
345.2347% 1 86744.67
386.2613 1 29242.94
393.2024 1 122783.27
400.277 400.2705 -18.39 1 148468.1¢C21 H39 N 06 (M-H)-
401.2804 401.2738 -17.03 1 31897.45C21 H39 N 06 (M-H)-
402.2879 402.2763 -27.73 1 6020.07/C21 H39 N 06 (M-H)-
467.2399 1 48072.0§
483.2431 1 25294.65
=10 2 Cpd 18 Myrocin: -ESI Product lon (11 976, 12054 min, 2 Scans) Frag=175.0v CID 206 {40022,
MSMS Spectrum
8 -
L5
4
2 131 1.
0 oy '™ | RFYY
10 2040 304 A4 S 7040 B0 S0 1000 1100 200 1300 1400
o S va. Mass-1o-Charge (md'z)
MSMS Spectrum Peak List
miz z |Abund
I [
[ - ]
B
- w1 I
l st 5
1 kY
N "t
BTN o
401, I |
IThT BT
Compound Structure
o
Jusz



A42 Vulgaxanthin-I (DG)

Compaound Label Name m/z RT Algorithm Mass
Cpd B Walgaxanthin-1 Vulgaxanthin-1 338.0961 1606 Aute MSMS 339.1034
MS Spectrum  x10 4 Cpd 8: Vulgaxanthin-I: -ESI Scan (1.590 min) Frag=175.0V sample 4_-VE.d
3.5 3389961 658.8618
' ([C14 H17 N3 O7]-H)-
3_
2.5/ 842.2698
2,
1.54
1 1004.3223 1166.3772
0.5 L
[o! J.lLlLﬂJ L l..lllk i "

200 300 400 500 600 700 800 900 1000 1100 1200 1300
MS Zoomed Spectrum Counts vs. Mass-to-Charge (m/z)

x10 4 [Cpd 8: Vulgaxanthin-I: -ESI Scan (1.590 min) Frag=175.0V sample 4 -VE.d

3.54 3389961

. ([C14 H17 N3 O7]-H)-

3
2.5

2
1.5+

1 353.0773
0.5

) 1 'l L

310 3185 320 325 330 335 340 345 350 355 360 365
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

1400

m/z Calcm/z fo(ppm) z |Abund Formula Tion
328.928] 2 27897.27
338.0961 338.0994] 9.8] 1 38033.2|C14 H17 N3 O7 (M-H)-
339.0997 339.1024 792 1 8903.26]C14 H17 N3 O7 (M-H)-
340.0987] 340.1044] 16.75 1 2060.19|C14 H17 N3 O7 (M-H)-
503.1678] 1 15683.9
539.1452] 1 24349.26
549.1738] 1 19916.54
658.8618] 1 37313.13]
680.2155] 1 20204.58]
842.2698 | | | 1] 2123689 | |
MSMS Spectrum
«10 2 | CPd B: Vulgaxanthin-l: -ES1 Product Jon (1.608 min) Frag=175.0V CID@24.6 (338.0962[z=1] “)
F.]
248.0626
]
2 8272830
449.9901 658.8597 .
1 1117.89185 1302.8285
04

800 900 1000 1300

1 LB 1100
Mass-to-Charge (miz)

1200 1400

MS/MS Spectrum Peak List

m/z z | Abund

113.049 115.69
114.0589 1 276.87
126.9542 436.64
135.0003 278.59
176.0414 116.65
191.0224 123.04
248.0624 290.03

274.013 121.21
338.097 251.81

827.287 108.89

Compound Structure

N2

s




Ad43 Histidine (AG)

Compound Label Name m/ RT Algorithm Mass
Cpd 5: Histidine Histidine F4.0638 1071 Auto MS/MS 155.0712
MS Spectrum =10 4 [Cpd 5 Histidine: -ESI Scan (1.051 min) Frag=175.0V sampla 8 -VE.d
1 ™
08 3. 0666
0.6
[ ] Tae
0.2
o W T TrY T - F—
‘ 200 MM 400 S0 GO0 T 18I0 0 TOCH 11040 12040 1300 1400
MS Zoomed Spectrum Counts va. Mass-to-Charge (miz)
%10 4 Cpd 5 Histidine: -ES| Scan (1.051 min) Fr;n(_|=17.:| 0 sample 8_-WVE . d
1 131.p843 50008 i 158.980G 173. 0067
[N}
[N
ir4
0.2
0 4 | | v l 1 Ly . 4 ’ |
130 135 140 145 150 155 160} 165 170 175 180
Counts vs. Mass-to-Charge (miz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula |1on
131.0843 1 45367.0]]
145.0994 1 21084.69
154.0634 154.0622 -10.54 1 10581.09C6 H9 N3 02 (M-H)-
155.0674 155.0647% -16.04 1 820.54C6 H9 N3 02 (M-H)-
158.9804 1 10336.71
173.1067 1 41833
241.0941 5620.29
245.0664 1 7120.97)
257.0694 5719.35
259.081] 1 6906.41
MSMS Spectrum
%10 3 Cpd 5 Histidine: -ES| Product lon {1,071 min) Fr.1;_;=1_."5 o t':.ll’l:'r_r:!'i 9 (154 0638[z=1] -= ") sampl
175.1063
1
0.8
06
-
0.4
oo 143.0094 7200016 ' 1274 RIPRE ]
0 Lllh il il FTANe s dh Y ’ ™ " L, .
100 200 300 400 500 500 700  BOO 00 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (miz)
MSMMS Spectrum Peak List
mfiz z_|Abunid
131 1
132,
143,
154, 4 1 4744
155,
T T3
173, 11
uu«z]i no oy
=S o =T
ez
443
720,
LR E) L]
Compound Structure
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A44 L-Tryptophan (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 27: L-Tryptophan L-Tryptophan 205.0967 3.227 | Auto MS/MS 204.0896
MS Spectrum x10 4 |Cpd 27: L-Tryptophan: +ESI Scan (3.120, 3.291 min, 2 Scans) Frag=175.0V sample 2.d
4 b ) 1
3.5
3
2.5
2
1.5
1
0.5
200 300 400 500 600 700 800 900 1000 1100

MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)

x10 4
4

3.5
3

25
2

1.5

1

0.5
0

Cpd 27: L-Tryptophan: +ESI Scan (3.120, 3.291 min, 2 Scans) Frag=175.0V sample 2.d

+

180 185 190 195 200 205 210 215 220 225 230
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 50422.43
162.057§ 1 41249.54
188.07 1 254621.03
205.0967 205.0972 239 1 42300.04 C11 H12 N2 02 (M+H)+
206.1004 206.1002 -1.84 1 3933.24 C11 H12 N2 02 (M+H)+
207.1075 207.1024 -23.84 1 814.4 C11 H12 N2 02 (M+H)+
261.1437 1 93496.24
291.1004 1 656632.1
292.103]] 1 83238.99
453.1524 1 133928.34
MSMS Spectrum <10 3 | Cpd 27 L-Tryplophan: +ESI Product lon (2,137, 3.317 min, 2 Bcans) Frag=175.0V CIDE13.9 (2
1
0.8
0.6
0.4
He= -
o ;

150 204 280 200 aso 400 450 SO0 [ 4ala] GO
Counts ve, Mass-1o-Charge (mfz)

MS/MS Spectrum Peak List

;n/ z | Abund

138.1]] 118.15
142.0629 110.5
143.0733 148.31]
144.0804 1 165.32
145.0307 477.44
146.0593 893.7
160.0733 106.04
188.0697 608.22
189.0718 276.33
205.0947 101.99

Compound Structure
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A44 L-Tryptophan (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 34: L-Tryptophan L-Tryptophan 205.0967 3.46 Auto MS/MS 204.0895
MS Spectrum x10 4 Cpd 34: L-Tryptophan: +ESI Scan (3.349, 3.522 min, 2 Scans) Frag=175.0V sample 4.d
2 291.j004 453.§527
1.75
1.54
1.25
)
0.75
0.5 619.1398
Moscid
200 300 400 500 600 700 800 900 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum x10 4 |Cpd 34: L-Tryptophan: +ESI Scan (3.349, 3.522 min, 2 Scans) Frag=175.0V sample 4.d

2 188.0698 2059967
1.75 ([C11 H12 N2 O2]+H)+ 2241275

1.5 194.1168

4
213.1205 230.1398
198.0756

0.25- l. J

I P . NN 1., llinl‘;]\lliJlJllll

180 185 190 195 200 205 210 215 220 225 230
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1064 1 52760.13
162.0575 1 41062.44
188.0699 1 127204.59
205.0967 205.0972 239 1 21126.14 C11 H12 N2 02 (M+H)+
206.1003 206.1002 039 1 3339.44 C11 H12 N2 02 (M+H)+
291.1004 1 459648.44
292.1037 1 61383.21
435.142 1 34865.59
453.1527 1 300201.91
454.1554 1 59104.84
MSMS Spectrum
x10 3 |Cpd 34: L-Tryptophan: +ESI Product lon (3.380. 3.540 min, 2 Scans) Frag=175.0V CID@13.9 (20..
1.6
1.4
1.2
1
0.8
0.6
g; 264.2113 . 705.5572 1069.4789
o4 L.l |h. I e ) | . . .
200 300 400 500 600 700 800 900 1000 1100

Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List

lzﬂ/ z | Abund

132.0804 1 270.59

142.063 1 235.41
144.0794 1 635.26
145.0307 142.33
146.0594 1 1447.82
159.09071 147.04
160.0984 225.3
170.0624 136.3]]
188.069 1 955.11
453.1507 122.3

Compound Structure




Com

pound Label

Cpd 34: L-Tryptophan

Name

L-Tryptophan

A44 L-Tryptophan (HG)

m/z

205.0961

RT Algorithm Mass
9.386  Auto MS/MS 204.0889

MS Spectrum x10 4 |Cpd 34: L-Tryptophan: +ESI Scan (9.287, 9.421 min, 2 Scans) Frag=175.0V sample 7R.d
460.2157
581.1919
ﬂl L Il e L { Ll . s .
200 300 400 500 600 700 800 900 1000 1100
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 4 | Cpd 34: L-Tryptophan: +ESI Scan (9.287, 9.421 min, 2 Scans) Frag=175.0V sample 7R.d
74 188.0696 2059961
64 ([C11 H12 IN2 O2]+H)+
54
4
31 194.1166
2] . 212.0912 226.1244
14
0 N [ ..l|‘.|lu\J.|.l.].'.‘.;x
180 185 190 195 200 205 210 215 220 225 230
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
146.0593 1 91433.14
162.0574 1 171418.3
188.069¢ 1 638657.1]
205.096]] 205.0972 5371 1 72223.84 C11 H12 N2 02 (M+H)+
206.100]] 206.1002 044 1 10422.7q C11 H12 N2 O2 (M+H)+
267.1327 1 86152.41
291.0997 1 2591159.9
292.102§ 1 301258.23
293.0987 1 120550.61
310.1133 1 94870.61
MSMS Spectrum
x10 3 |Cpd 34: L-Tryptophan: +ESI Product lon (9.335, 9.436 min, 2 Scans) Frag=175.0V CIDE 13,9 (20
146.0591
=
|8
1
0.3 91, 0984
o Fi AN .l.:
150 200 250 30 350 400 A5 2 750 BOO 850 900 950
Count

MS/MS Spect
m/

rum Peak List

z | Abund
z

136.0603 671
144.079§ 1 924.04
145.0299 460.12
145.0809 1 259.09
146.0591) 1 2144.17
147.0629 1 419.87
159.0899 223.4]]

170.04 376.13
188.0694 1 1584.72
189.0721 1 325.29

Compound Structure




A44 L-Tryptophan (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 30: L-Tryptophan L-Tryptophan 205.0962 4.621 | Auto MS/MS 204.089
MS Spectrum  x10 5 Cpd 30: L-Tryptophan: +ESI| Scan (4.515. 4.697 min, 2 Scans) Frag=175.0V sample 9.d
jaa (8o
1 '
0.8
b
(.4
0.2 i
0 M pad il i
200 300 401 501 ] ( 80K S00 1000 1100
Counts vs. Mass-to-Charge (mfz
MS Zoomed Spectrum
%10 8 Cpd 30: L-Tryptophan: +ESI Scan (4.515. 4. 697 mun. 2 Scans) Frag=1750V sample 9.d
T
] 1
0.8
06
i 4a
4
0 [
180 185 104 195 05 21 215 220 225 230
-Charge (m/fz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
144.09 1 210359.23
146.0594 1 165333.6
188.0695 1 1092313.39
189.073 1 136031.59
205.0967] 205.0972 479 1 119920.14 C11 H12 N2 02 (M+H)+
206.0999 206.1002 1.8 1 15364.9 C11 H12 N2 O2 (M+H)+
291.0999 1 369155.94
367.1482 1 101539.39
391.2054 1 167993.61
453.1515 1 98907.63
MSMS Spectrum
x10 3 |Cpd 30: L-Tryptophan: +ESI Product lon (4.528, 4.715 min, 2 Scans) Frag=175.0V CID@13.9 (20..
1.6 146.0598
1.4
1.2
1
0.8
0.6
0.4 269.1470 . y —
0.2 . 393.2218 520.2436
0 l IIJ‘MI T | ! .
150 200 250 300 350 400 450 500 550 600 650 700
ounts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List
m/z Calc m/z |Diff (ppm) z |Abund Formula Ion
132.081] 200.4
142.0649 229.5]
144.0809 1 417.4
146.0599 1 1455.%
147.0637% 1 228.4
159.0902 156.2
170.0578 163.8]
188.0701) 1 1366.4]
201.0997 240.1]
205.0967 205.0977 4.65 132.33C11 H12 N2 02 (M+H)+

Compound Structure




A4S L-Arginine (FG)
Compound Label Name m/z RT Algorithm Mass
Cpd 8: L-Arginine L-Arginine 173.1056 1.094 Auto MS/MS 174.1129

MS Spectrum

x10 4 Cpd 8: L-Arginine: -ESI Scan (0.993, 1.164 min, 2 Scans) Frag=175.0V samplel1_-VE.d
3.5 1

1 259.0805
051 510.9660

o b ik | JJ PTR £ W PP .

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum x10 4 | Cpd 8: L-Arginine: -ESI Scan (0.993, 1.164 min, 2 Scans) Frag=175.0V sample1_-VE.d
3.5 1739056

3 ([C6 H14 4 O2]-H)

2.5

N

154.0628
4 181.0727

4 165.0413 195.0519

[ ‘ ! | L, | .

145 150 155 160 185 190 195 200

165 170 175 180
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z |Diff(ppm) z |Abund |Formula |ton
131.0472 1 17725.96
131.0834 1 26077.28
145.0624 1 19744.25
145.098 1 26819.89
150.0234 6985.04
154.062 1 12794.74
173.1054 173.1044 -6.81] 1 37088.89|C6 H14 N4 02 (M-H)-
174.1081 174.1067 -7.87] 1 2885.36|C6 H14 N4 02 (M-H)-
181.0727 1 10751.24
259.0804 1 5547.41

MSMS Spectrum

x10 3 |Cpd 8: L-Arginine: -ESI Product lon (1.010, 1.178 min, 2 Scans) Frag=175.0vV CID@11.4 (173.105..
1.24
1

0.8
0.6

.
0.4+

5 ~
024 257.0668 577.20348 746.1122 1094.5554 1373.0809

04 Yo | T I e I P (Y L

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
Counts vs. Mass-to-Charge (m/z)

MS/MS Spectrum Peak List
m/

o z |Abund
131.0464 200.9
131.08374 1 1117.0%
132.0864 1 81.84
145.0612 130.59
145.0989 1 341.03

146.047 86.71
154.0623 158.51
158.9797 140.24
173.10594 1 429.54
257.0669 101.25

Compound Structure
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A4S L-Arginine (HG)

Compound Label Name m/z RT Algorithm Mass
Cpd 5: L-Arginine L-Arginine 173.1067 1.054  Auto MS/MS 174.114
MS Spectrum =10 4 |Cpd 5 L-Arginmne: -ESI Scan 39 min) Frag=175.0V sampla 6 -VE.d
-
4
]
i
0 l Al I8l L AULS 4
200 30 A0 SO0 o 7 800 900 1000 1100 1200 1300 1400
MS Zoomed Spectrum Mass-to-Charge (miz)
%10 4 Cpd 5 L-Angpmine: -ES| Scan {1 W sample & -VE . d
5
q
]
1
0 . .
145 o 155 1€ 185 190 1895 200
MS Spectrum Peak List -
m/z Calc m/z |Diff(ppm) z |Abund Formula |ton
131.0842 1 24699.7)
145.0996 1 23278.64
158.9805 1 12492.91
173.1067 173.1044 -13.04 1 54258C6 H14 N4 02 (M-H)-
174.1097% 174.1067% -1744 1 2731.19C6 H14 N4 02 (M-H)-
241.0914 6927.39
257.0684 10389.04
259.0814 1 13203.64
287.0884 1 9076.41
385.1763 1 7582.11
MSMS Spectrum
%10 2 [Cpd 5 L-Arginine: -ESI Product lon (1.054 min) Frag=175.0v CIDED11.4 (173.1067[2=1] -> "") sa_.
™
14
0.8
X
(4!
02 8 101 15, 020

0

1040 200 S0 40K

MS/MS Spectrum Peak List

m/z z | Abund
131.0844 1 1240.5
145.1003 1 479.04
154.0634 134.1§
156.0782 105.13
158.9803 137.37
173.1073 1115.93
241.0954 1 190.69
257.0684 1 106.93
394.896 102.53

592.574 103.09

Compound Structure
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A46 D-Arginine (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 3:"D-Arginine D-Arginine 175.1185 0.946 | Auto MS/MS 174.1113
MS Spectrum S 3 DeArginine: +ESI Soan (0,847, 1.000 min, 2 Soans) Frag=1750V samplel o
2
1.6
1
251.0299
odl l [ L
200 300D A SO0 [s{ais] Foo "|00 D00 1000 1700
Counis va. Mass-o-Charge (mfz)
Cpd 3: D-Arginine: +ESI Scan (0.847. 1.000 min, 2 Scans) Frag=175.0%v samplal.d

MS Zoomed Spectrum 1754185
2.5 ([CE H14 Na Q2]+ H)+
x10 3 =
1.5
185.06852
1
- 1670704 172.0576 1960473
o . 1 . . 1 ] | . | , . .
. 150 155 180 165 170 178 180 185 1 S0 195 200
MS Spectrum Peak LISt _ Counts va,. Mass-10 Charges (mfe)
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
127.0234 1 134542.74
128.02498 1 23692.4
129.0212 1 22362.37
145.0341 1 50830.11
172.0574 1 24668.57
175.1185 175.119 239 1 305963.33 C6 H14 N4 02 (M+H)+
176.1214 176.1213 -094 1 21880.29 C6 H14 N4 02 (M+H)+
185.0652 1 81831.7
213.074 1 35301.29
251.0299 1 39080.09
MSMS Spectrum
— Cpd 3 D-Argining: +ES1 Product [on (0.879, 1.013 min, 2 Scans) Frag=175.0v CICDEDP T 1.6 (17511

3.5 175.1 184
-

1.5
i
0.5 F50.2344 641.17145 JG61.0521 BG6. 3732
200 i Ta e ) 400 SO0 GO0 700 filals] 900 (e ]s0s] 1100
Counts va, Mass-o-Choange (mdz)

MS/MS Spectrum Peak List

;n/ z | Abund
130.0971 295.99
147.031§ 1 97.23
158.091 1 476.5§
159.0949 1 113.33
175.1184 1 3193.63
176.1204 1 251.19
200.9716 153.14
208.9709 87.72
213.0714 120.4
21898240 1 655.59

Compound Structure

NHE
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A46 D-Arginine (DG)

Compound Label Name m/z RT Algorithm Mass
Cpd 2: D-Arginine D-Arginine 175.1186 0.913  Auto MS/MS 174.1113
MS Spectrum Cpd 2: D-Arginine: +ESI Scan (0.B17, 0.981 min, 2 Scans) Frag=175.0V sample 4.d
1
0.8
0.6
337.1709
0.4
0.2 543.1305 705.1830 867.2367 1029 2873
iy Ldadls N Lol l
200 300 400 500 500 700 BOO 900 1000 1100
Counts vs, Mass-to-Charge (mdix)
Cpd 2: D-Arginine: +ESI Scan (0.B17, 0.981 min, 2 Scans) Frag=175.0V sample 4 .d
MS Zoomed Spectrum
1
x105 ;g
0.6
0.4
0.2 162.0754 172.0576 185.0655 194,1168
0 T T T T T l T .' T —r T
150 155 160 165 170 175 180 185 1690 195 200
Counis ve, Mass-lo-Charges (m/z)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
137.1068 1 18259.17%
162.0754 7619.16
175.1184 175.119 224 1 118957.4 C6 H14 N4 02 (M+H)+
176.1214 176.1213 -0.54 1 8965.24 C6 H14 N4 02 (M+H)+
224.127 1 6523.39
296.0654 6363.4]1
309.1649 1 19255.34
319.1599 1 8967.17
337.1709 1 31214.16
381.0783 1 15542.63
MSMS Spectrum
10 2 | Gpd 21 D-Arginina; +ESI Product lon (0,831, 0,084 min, 2 Scans) Frag=175.0V CIDE11.6 (175.11
2 175.1182
1.75 h
1.5
1.25
1
075
(‘,:.U:: Sagawen 650.2128 773.0367 1030.2851
- ahdl g ]
i i ] 100 400 o0 [<Tali] F00 BOO GO0 11000
Counts ve. Mass-lo-Charge (miz)
MS/MS Spectrum Peak List
m/ z |Abund
4
130.0953 124.7
145.034 173.4
156.040 131.0
158.0893 415.5]
162.0743 125.7:
1751184 1 1817.3
176.1204 1 150.89
. 120.1
295.1473 107.3
337171 1 182.5

Compound Structure

A46 D-Arginine (HG)




Compound Label Name m/z RT Algorithm Mass
Cpd 2: D-Arginine D-Arginine 175.1188 1.141 | Auto MS/MS 174.1116
MS Spectrum
%1 Cpd 2: D-Arginine: «+ESI Scan (1.031, 1.227 min, 2 Scans) Frag=175.0V sample 6.d
1.5
1 2960657
0.5 521.0662
oda, )i | i ; 1 . . . . i
2040 00 400 S00 G040 rjais] ano 00 1000 1100
Counts va. Mass-to-Charge (miz)
=10 5 [ Cpd 21 D-Arginina; +ESI Soan (1,031, 1,227 min, 2 Scana) Frag=175.0% sample &.d
MS Zoomed Spectrum 4 & |I ]' : :!. .
18
1
AR 158,0919 185.0657 196.0470
T T v T T T I T 1I T T
15 155 160 165 170 175 180 185 16d0 195 200
Counts va, Mass-10-Charnge (md'2)
MS Spectrum Peak List _
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
127.023% 1 20997.24
130.0862 1 19371.83
145.0344 1 20506.11
175.1188 175.119 064 1 384877.69 C6 H14 N4 02 (M+H)+
176.1218 176.1213 -3.34 1 28176.54 C6 H14 N4 02 (M+H)+
185.065% 1 22628.17
213.0745 1 17270.04
258.110]] 1 24257.74
296.0657 1 34927
381.0784 1 15170.6%
MSMS Spectrum
x10 3 Cpd 2: D-Arginine: +ES| Product lon (1.044, 1,239 min, 2 Scar Fra 175.00W CID 1.6 (17 1
a| 1781190
-
2
1.5
1
0.5 251.0316  3g81.0804 217 824 7879 1087.1178
od—alls 1 . — .
20 300 400 500 GO0 700 #2000 900 1000 1100
Counts vs. Mass-to-Charge (mvz)
MS/MS Spectrum Peak List
m/z Calcm/z Diff (ppm) z | Abund Formula Ion
130.094% 203.89
145.0342 1 194.5]]
156.0407 139.56
175.119 1 2730.6
176.1218 176.1213 -3.14 1 148.68 C6 H14 N4 02 (M+H)+
185.0635 202.78
197.0985 175.37
213.0734 149.97
251.0314 1 261.05
381.0804 191.29§

Compound Structure




A46 D-Arginine (AG)

Compound Label Name m/z RT Algorithm Mass
Cpd 1: D-Arginine D-Arginine 175.118 1.037 |Auto MS/MS 174.1108
Cpd 1: D-Argining: +ESI Scan (0.950, 1,097 min, 2 Scans) Frag=175 0V sample 9.d
MS Spectrum
o8
0.
0.4 257.0297
AB1.0776
0.z Jl 5431301 -
o Ll ol J..i. L
200 300 A0 SO0 GO0 700D Bo0 S00 1 000 1100
Sounts ve, Mass-1o-Charnge (M)
MS Zoomed Spectrum Cpd 1 D-Arginine: +ES| Scan (0,950, 1,007 min, 2 Scans) Frag=175 0V samphs 9.d
175 180
~ 1 (106 H14 M4 O2Z]+H)+
x10 2 o8
0.1
0.4 162.0752
o 1520566 170 OBOS 182.0912 202.0875
] L | L I [ | L Ll
150 155 160 65 170 175 180 185 190 185 200
COounts Masa-10-Charge (mdz)
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
136.0613 1 24464.57
156.1009 17148.14
162.0752 19462.33
175.118§ 175.119 524 1 1124473 C6 H14 N4 02 (M+H)+
176.1211) 176.1213 094 1 8111.93C6 H14 N4 02 (M+H)+
177.1229 177.1233 199 1 1185.99 C6 H14 N4 02 (M+H)+
251.0297 23554.63
337.1703 1 14989.29
378.0604 1 14263.6%
381.0774 1 15539.74
MSMS Spectrum
. |cpd 1! D-Arginine: +ESI Product lon (0.963. 1.111 min. 2 Scans) Frag=175.0V CID@11.6 (175.11
X102 yo5 1174
*
B
(5]
4
. 2921945
2 - fenises  BILE S948.5838  1093,4565
ol " ol ] .
- 200 300 400 SO0 ao0 T0O0D ao00 SN 1000 1100

MS/MS Spectrum Peak List

Counts va

lz"/ z | Abund

130.0961 236.39]
136.0591 154.67|
156.0733 121.94

156.10) 1 165.79
162.0731 125.59
175.1174 1 833.16
181.948] 110.77
181.9769 120.37]
213.0714 147.35
218.1364 126.8]

Compound Structure
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A47 delta-Guanidinovaleric acid (FG)

Compound Label Name m/z RT Algorithm Mass
Cpd 11: delta- delta-Guanidinovaleric | 160.1075 1.88 Auto MS/MS 159.1003
Guanidinovaleric acid acid

x10 4 Cpd 17 delta-Guanidinovalenc acid: ~ES1 Scan (1. 0798, 1. 527 min, @ Scans) Frag=17/5 0% sampla

MS Spectrum
a8 an7.0851
[
4832181
']
2 L [ { 10103631
o 1 | PR " L L i i
2040 S040 4040 S00 GO0 FO0 800 SO0 1000 1100
Counts vs. Mass-to-Charge (mJdz)
x10 4 |Spd 11 defta-Guanidinovalenc acid: +ESI Scan (1,798, 1.821 min, 2 Scans) Frag=175.0v sample.
136.0754 * 1654542 1751184 182 0808
B8
L&)
147 0433
]
154, 0495 170.0805
n....-JJ.... PRSI S TR e 1 U I S R i J.J..l.
135 140 145 150 155 160 165 170 175 180 185
Counts vs, Mass-to-Charge (miz)
MS Zoomed Spectrum
MS Spectrum Peak List
m/z Calc m/z |Diff(ppm) z |Abund Formula Ion
123.0434 1 64869.4
126.0659 1 96804.41
136.0754 1 165782.84
160.1075 160.1081} 3.284 1 92691.33 C6 H13 N3 02 (M+H)+
161.1103 161.1104 209 1 8091.29 C6 H13 N3 02 (M+H)+
162.1123 162.1124 174 1 1032.4C6 H13 N3 02 (M+H)+
165.0542 1 97882.13
175.1184 1 117772 3
182.0808 1 148789.74
307.0951 1 65549.4
MSMS Spectrum
x10 2 |Cpd 11: delta-Guanidinovaleric acid: +ESI Product lon (1.816, 1.944 min, 2 Scans) Frag=175.0V..
160.1070
.
51
44
34
21 242.1566
L \ \ ‘ 288.4744 501.2251
0 'I‘. ‘IHJ | ! Il.,U. ! \ | L

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Counts vs. Mass-to-Charge (m/z)
MS/MS Spectrum Peak List

|m,a"z I z l.hhuml ]

[ [EE | I
JEE ) a4l v

126.0662 193.5
127.0372 91.09
130.0463 100.41
133.1024 109.24
136.074 113.54
154.0494 185.52
160.104 1 523.93
165.0564 170.44
242.1564 96.89

Compound Structure
a ME



