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y Table 1. ite standards (250) derivatized and analyzed

N
AvaRT fmins) %RSD RT (Untagaed) | AvaRT mins) | %RSDRT Siope Looom | Loawm |  LoR o
300 . EX 10000:200 ¥ 047 651 . 22357 1000
231 Y o 300014 X 01 5247 50385 1000
5. 30002 01 262 543,95 1000
1t 7001 021 217, 1000
1t 7002 021 a7 217, 1000
it 5001 1.08 514 311 1000
702 20000+100 019 155645 34, 1000
18, 1000:60 | 30 3814 7 2180 | 1000
- 14, 5000s¢ 005 1 0591 160, 1000
- 1 4000:200 033 2356 . 02t 1000
- 220 50000:200 020 793863 2 7 1000
300004200 059 31387 7.6 1000
- 300004200 059 31367 767 1000
- 30000+200 . 059 31387 767 1000
- 50003¢ X 044 4105 1000
- 900+ 021 2807 1000
- 5000s¢ 045 6275 24, 1000
- 0001 055 50008 1000
- 90002 055 50008 1000
[ 228 30001 007 7464 1000
800: 008 105302 1000
50002100 021 1 31901 1000
20002 2004 1 1000
[ 20004 1 37691 Y 1000
[ 400:: 2872 1 3. 100-1000
[ 5000+ 9502 804 1000
500: 7454 ED 1000
[ 10001 12157 19137 1000
[ 10003t 4 12157 161, 1000
[ 20004t 7 850172 4 1000
[ 40002 Z] 3 1000
[ 4000+ 1 32506 X 1000
- 50003 5 27547 74 1000
100001 X 020 10.4 8174 10124 0678 1000
8000s¢ X 031 781 538418 1000
[ 2000+ 248 3369 1 1000
20002 016 35517 1000
[ 00 028 295 1 1000
[ 20000:200 050 1 1000
[ 20000+200 050 5406 152. 1000
s 1618 1000260 020 346085 1 510 1000
[ 10.26 4000:80 028 5067 135 1000
s 752 5000290 007 1 477, 1000
[ 754 2000:80 023 6739 172 1000
s ) 1000:70 007 4938 1 1000
[ 58 200001100 014 3678 1 100-1000
s 7 100004100 036 9747 1000
[ 1 10000100 036 9747 1000
- 5000290 008 4 1000
[ 80002100 012 791 434 1 1000
[ 20002100 072 43¢ 1 1000
1000470 021 210075 1000
[ 5000250 034 2654 15752 T3 1000
[ 20000+200 025 7339 1000
[ 1 000: 025 7330 1000
[ X 1 40003 026 547556 1 5 1000
[ 54 11 40003¢ 028 54755 1 365! 1000
[ 222 5 30001 014 Y] 2571 1000
[ 222 X 30002¢ 014 13, 3492 24571 1000
[ 222 Y. 30001 014 13 3492 2571 1000
[ 794 40002 025 702 120 15, 1000
[ 7. 10000:300 026 287 62575 762 1000
[ 5 004100 027 758 50085 2. 1000
[ X 00+100 027 758 60085 100, 1000
[ 11 10000:200 008 595 8205 267, 1000
[ 10. 3000:300 012 676 8055 216, 1000
1 20003 028 7.00 1 Y 1000
30001 033 29237 65 1000
[ 30002 033 29232 6525 | 1000
[ 20001t 022 5852 7.0 1000
40002 022 852 4707 1000
50001 012 17867 1000
- 20000:200 075 1685 1000
[ E 50001100 X7} 224494 1000
- 16. 20002100 084 22 1000
[ 12. 20002100 031 2630 1000
- 11 20003 24630 1000
[ 2 30001 7494 1000
- 4. 40002 3155 1000
[ 11 1000 8929 1000
[ 10002 . 8920 1000
[ 10001 X 1 16915 1000
[ 8000:200 ¥ X 1 16915 1000
100002300 1080 X 1 18501 1000
10000+300 X 56 1 16541 1000
3000100 033 1 805 1 1000
[ 800150 014 5. 785728 . 230, 1000
[ 3000470 022 2 5141 1 522. 1000
- 2. 3000570 022 752 161 17236 | 522 1000
[ 791 100001200 018 14856 | 10608 | ot 1000
HISTAMINE 38 70002100 023 2 .03 1000
[ |N-ACETYLPUTRESCINE 89 1000+ 008 154565 207 1000
[ss[aumate 16 70002100 005 13298 | a0 1000
FERULATE 87 1000+ 031 20836 570 1000
[85 | METHYLMALONATE 40002 060 0780 17.05 1000
[""96 | WETHYL &-AMINOBUTYRATE . Y 6001 X 017 763 64530 224 1000
[87__| MONOMETHYLGLUTARATE. . Y 7: 5001 X 017 54530 220 7 1000
3-AMINO-4-HYDROXYBENZOATE Y . 200001300 X 026 5023 25.25 1000
[QUINOLINATE Y . 800150 3620 5753 175, 1000
100__|3.4 DIHYDROXYWANDELATE Y Y Y 500170 514 1024 1. 1000
101 | SEROTONIN . . 30002100 2070 ¥ 1351, 1000
102__|HYDROXYPYRUVATE X 80002100 2633 X 1000
103 | ERYTHRITOL Y X . 80005200 X 11 7170 278, 1000
104 | N--AMINOPROPYL PIPERIONE X Y X 80002100 Y 5. 1845 56. 1000
105__|PYRAZOLE X Y 100060 X 1 11042 1 307,68 1000
106 | 2-QUINOLINECARBOXYLATE 299 50002100 030 6.1 7101 122, 1000
107_| AMINOLEVULINATE 283 5. 20003 041 7.08 62 1000
108 N-ALPHA-ACETYLLYSINE 291 X} 100003 023 165161 138 1000
109 __[OXALATE 178 1t “10000: 023 165161 138 1000
110__[LACTATE 1.82 1 40001 010 57. 1000
11| TYROSINE. 298 8000s¢ 062 343 290 1000
112 NICOTINATE 30001 0.40 12045 15.1 1000
113 [NORVALINE 1 10000+300 028 28315 180, 1000
14 100001300 028 2315 180 1000
15| DIHYDROXYFUMARATE 200004100 014 2389 67.1 1000
116 |SUBER; 1 300001100 032 a7 203 1000
17| ACETOACETATE 5. 50002100 9620 256, 1000
18| SUCCINATE SEMIALDEHYDE 5. 50002100 9629 256 1000
119 | 3-METHOXYTYROSI 7. 1000250 301718 281 | 1000
120 _[HOMOCYSTINE 16 2000:60 12450 107. 1000
121 [FUMAR 11 50002100 35913 22 1000
22| 4-FORMYL BENZOIC ACID 5. 7000100 315556 it 1000
123 [HOMOGENTISATE X . 1 1000s X X 54755 278, 1000
24| 5HYDROXYTRYPTOPHAN Y X ¥ 20001 X 083 1 838 235 1000
125 | KETOLEUCINE Y . 10002 6575 108 1000
126 [ N-ACETYLPHENYLALANINE . . 20001 20: 25417 1000
127 PA . Y ¥ 50002 12454 20754 1000
128 | OXOADIPATE . Y X 10001 a752 1 1000
129 | EPINEPHRINE. 291 . 5000:¢ 1000
130 | NORMETANEPHRINE 291 50001 2567 1 r 1000
131 2METHYLMALEATE 212 100004100 16355 5: 1000
132 N-ACETYLLEUCINE 288 2000100 23910 o 1000
133 | PUTRESCINE 245 000211 37349 1000
34| 2-NITROBENZOIC ACID 300 20001 853405 . 1000
135 | 1-HYDROXY-2-NAPHTHOATE 316 X X 40002t Y X 4510 1 1000
136 | PHENYLETHANOLAMINE 292 Y Y 30001 X 098 734 106 322, 100-1000
137 (YDROXYPHENYL|PROPANOATE 305 .11 70002 X 058 734 106, 32213 1000
38| SORBATE 210 Y 20000 X 022 . 20501 22.4 1000
139 [CITRAMALATE 291 10000: Y 01 P s 11244 1000
140 | 2-AMINOPHENOL 221 80002100 060 7.90 10229 27.84 1000
141 [ 1-2-AMINOETHYLIPIPERIDINE. 200004100 2] 11749 247, 1000
142 ANILINE 7 80001 27291 2. 1000
143 | BENZOATE 80002t 27291 2 1000
144 3-METHOXYTYRAMINE 20001 7639 113 1000
145 PHENYLALANINE 800:51 12750 49 1000
146 [METHIONINE 20000+60 2285 21 1000
147 | S-AMINOPENTANOATE 100004100 36524 57.06 1000
148 | aol 200001100 023 36624 57.06 1000
149 | METHYGLUTARATE 200004100 36524 5706 1000
150 [az . 1 10000570 1280 7921 100-1000
151 ACETOIN 54 1t 40002100 1706 1 3014 1000
52| 2,4-PYRIDINEDIACARBOXYLIC ACID 231 2 5000100 105798 661 1000
153 _[INDOLEG-ACETATE. 301 X 50002100 7835 50, 1000
154 | GLUCOSAMINE 8. 4000100 11240 264, 1000
155 | D-MANNOSAMINE. B 40002100 11240 264 1000
156 | GALACTOSAMINE 8. 40002100 11240 264, 1000
157 | 2METHYLCITRATE 14, 7004100 X 7 105, 1000
158 | SELENOMETHIONINE X 5001100 027 100 1000
159 | 4-AMINO ACETOPHENONE 10, 3000100 047 7872 74, 1000
60| +-COUMARATE o 3000100 008 3465 18 1000
61| N-METHYLTRYBTANIN 13 20002100 014 X 4124 1 325 1000
162 CYCLOHEXANE 1.2 DIAMINE 20002100 022 762 490276 o3 1000
163 | PHENETHYLAMINE X Y 400150 065 7.29 3699 1 2o, 1000
164 | 3HYDROXYANTHRANILATE Y . 5001200 0.1 7.00 802 245, 100-1000
165 | 3-DEHYDROSHIKIMATE . 20002100 023 1547 1100 851, 1000
166 | SERACATE 291 3000:200 053 34 12685 165, 1000
167__|PIPECOLATE. 205 2000:50 053 1152 21582 51 1000
168 [HEXANOATE 211 200001100 038 755 32321 2. 1000
169 _[LEUCH 288 11 50000:90 | 005 798 13667 206! 1000
170 NORSPERMIDINE 238 . 790 3000:80 | 020 383 18110 39, 1000
171 NORLEUCINE. 288 Y 1159 50000+90 | 798 13687 206 1000
172_[1S0LEUCINE 288 Y 1169 50000:90 | 798 13687 206, 1000
295 7.20 50002100 X 5005 413, 1000
1069 6001 7. 37691 15677 | 1001000
7.08 5000 105 759 | 1000
1258 8001 9363 77. 1000
1258 8002 9363 77 1000
1258 8001 9363 77. 1000
558 70002100 9363 77, 1000
137 4000100 2081 38 1000
754 50002100 11 2483 ¥ 220, 1000
231 750 50002100 11 6603 X 11619 1000
345 Y 15.25 2000240 X 5. 3361 22707 1000
213 . 1.7 2000300 . 021 Y 458079 X 865 1000
288 Y 1169 900150 042 5 7410 E 16465 1000




6-CARBOXYHEXANOATE 361 X 770 500150 042 5 0950 7410 . 1t 1000 i
1-CYCLOHEXYLPIPERAZINE. 281 . 16.02 3000240 022 4 0974 23548 103, 1000 533
3-SULFINOALANINE 231 X 10.71 40002400 053 5 0957 3194 525, 1000 2
HYPOTAURINE o7 . 758 70002 208 1 0952 2345 327, 1000 i)
DOPAMINE 327 ¥ 12.15 20001 027 7. 0997 100, 1000 10
TRANS-CINNAVATE 295 11 1000:50_] 0.6 11 0953 1425 875, 1000 1
(GLUCONATE 279 . 4 2000:50_| 023 ¥ 0968 1186 Y 30, 1000 250
1 3-BENZENEDIMETHYL AMINE EXE} X 10, 8002 . ¥ 0576 21677 X 45 1000 30
MONO METHYL FUMARATE 212 Y Y. 40003 X X ¥ 0995 213518 X 3. 1000 3
- QUINOLINECARBOXYLATE 299 X 16 50002 X ¥ 0994 8508 216 1000 4
| GUANIDINOSUCCINATE X X 8. 50001 X X o 0871 1656 1244 3754 1000 12
HEPTANO/ 5. 70002 099 16034 ED 1000 5
| GALACTURONATE 14 80001 @ 099 7115 8.1 1000 80
[GLUCURONATS 14, 80002 0998 7115 X 1000 80
INDOLE-3-ETHANOL 5. 80003 0985 aan 311 1000 5
L-TRYPTOPHANAMIDE. 10002t 0943 4759 1000 4
P-OCTOPA} . ¥ X 20002100 034 096 2 271,03 1000 2
DIETHYLAMING) BENZOIC ACID. X Y 70002100 057 0891 5 1000 2
ETHYL >UREIDOPROPIONATE X ¥ 5000270 022 1.000 4096 7. 1000 )
[5-HYDROXYINDOLEACETATE X Y 5000250 031 0957 19654 4, 1000 17
ANSERINE L ¥ 8000:90 028 081 1097 1 571 100-1000 4
N-ACETYLTRYPTOPHAN X Y 2000290 016 0994 1351, 1000 22
1-PHENYLETHANOL 80002100 072 0992 1015 648, 1000 3
METHIONINE SULFOXIMINE 292 X X 200060 012 0952 4424 1000 235
4-HYDROXY-L-PHENYLGLYCINE X Y 3000:80 L 031 Y 1.000 1884 1000 4
LYSINE X X 57 7000570 X X 0985 3067 1000 1e
CAPRYLATE Y X 7.00 4000100 . . . 0960 5493 1000 6
[AMINOADIPATE X . 1083 30003¢ T ¥ ¥ 0994 3301 1000 4
|O-SUCCINYLHOMOSERINE X . 1432 30001 . X 0951 1345 1000 17
3 5-DIAMINOBENZOIC ACID T Y 758 10002 X X ¥ 0957 S079%6. 1000 72
SALsoLINO! 295 6 001 1 0960 16355 1000 5
ITACONAT: X Y X 100004100 . X 12 0940 2855 1000 3
3HYDROXYMETHYLGLUTARATE. Y Y 6. 50001 L X EY 0973 10310 1000 7
1-AMINOCYCLOPROPANECARBOXYLATE. X X 16 10002 T X 10, 0983 3150 1000 21
NONANOATE . X 10, 50001 036 11, 0970 2610 1000 8
[OXALOMALATE. X 11, 80002 053 13.02 0984 2855 1000 i
TRANS-4-CYCLOHEXANEDIOL X Y iz 3000100 063 789 099 98- 1000 w
-METHYLGLUTACONATE. 4 729 2000570 025 116 0520 707045 1000 50
CITRULLINE 291 Y 892 5000:90 067 748 0891 2812 1000 7
HYDROQUINONE 223 676 20005200 052 700 0575 1000 50
PYROCATECHOL 223 Y 700 20002200 X 092 700 0979 9238 1000 50
PORPHOBILINOGEN . 785 20002 X ¥ 1 0576 24501 1000 7
PANTOLACTONE Y . X 1000:60 | . 0980 752 1000 2
BENZYLAMINE X . 5000s80 | 1526 0990 3 1000 1
ARGININE 10001 0988 22353 1000 i
[OROTATE 10002 0576 3620 1000 3
DECANOATE 80003 0980 752 1000 2
DIHYDROORGTATE 8002 0891 364 1000 5
DIAMINOPIMELATE 10001 0940 56 1000
ASPARTATE 70002100 0575 1670 1000
D-ORNITHINE X 7000100 099 7410 1000
[GLUTAMATE 14, 70002100 X 0891 5161 1000
SPERMIN 2 3000100 033 0924 4953 1000
N1-ACETYLSPERMINE. 12, 7000290 016 0983 1000
-PYRIDOXATE 291 5 50002100 062 0997 2128 1000
N-METHYLASPARTATE 14, 3000100 008 0871 5021 1000
MALEAWATE 10, 10004100 022 0987 48 1000
4-HYDROXYBENZOATE. 758 70002100 0952 4103 1000
SAUCYLATE 758 7000100 099 4103 1000
3-HYDROXYBENZOATE ¥ 58 70002100 Y Y 0952 4105 1000
LAUROYLCARNITINE L Y X 500180 X X . 0907 262 1000
URATE ¥ X 5000570 229 0952 35734 1000
DODECYLAMINE X ¥ X 2000:90 23,88 0965 4199 1000
TYRAMINE. 292 Y Y 70002100 2020 0972 10150 1000
TETRADECYLAMINE 367 Y 10000100 2093 0891 2504 1000
[Average 262 5000230 1214 0979 53048 199.43
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y Table 2.

dards m/z(M-H) untagged and m/z(V+H) derivatized

Tagged

Untagaed miz M) | Tags izt )

138019 T Armine 23815

126,035 1 Amine 28171

128,035 1 Amine 228,171

151061 1 Acy 20476

151061 1 Acyl 260,175

147,066 1 A 247,202

103100 1 Ac, 231.208

166,050 1 A 265,166

116045 T Acyl+ 1 Amine 172145

23072 1 Acyl+ 1 Amine 225.658

114,055 1 Acyl+1 Amine 171150

103,040 1 Amin 203176

103040 1 Amine 203,175

103,040 1 Amine 203176

218103 mine. 318239

066 Ao+ 1 Amine 211,155

02 e 201160

018 e 204203

- 018 e 244203

[ 05 ine 257172

065 e 244203

102019 e 202156

050 230,167

[ .00 1 Ac 228,208

[ 045 1 Acy 278,160

[ 034 1 Ac 222149

087 1 Acy 253,203

.02 T Acyl + 1 Amin 151134

[ 105,003 2 Amine 151134

[ 112051 T Acyl+ 1 Amine 179153

- 88,040 1 Acyl +1 Amine 158142

[ 88,040 Acyl+ 1 Amin 158142

- 87.008 e 16715

156,066 e 256202

102,055 e 200,182

[ 131,046 e 231182

160,061 e 260,157

[ 152035 ine 160139

[ 130,050 T Acyl+ 1 Amine 17917

130,050 1 Acy+ 1 Amine 179147

106,066 Amin 216208

135,082 1 Aot 208

140,062 1 Acyl 262202

133,050 1 Act 262165

268120 T Acyl+ 2 Amine 258,182

014 mine 139

048 T Acyl + 1 Amine 645

100 1 Acyl+ 1 Amine 645

- 004 mine. 71

[ .04 2 Amine 139

[ 005 2 e+ 1 Amine. 135

.03 2 Acy+ 1 Amine 258218

[ 056 2 Amine. 163,660

[ 061 T Acyl+ 1 Amine 186.653
[ 040 Amine 185.
[ 045 1 Amine 1671
[ 045 Amin 167,
[ 050 T Ao+ 1 Amine 173
[ 050 1 Acyl+1 Amine 173.
[ 050 1 Acyl+ 1 Amine 173

[ 117018 mine. 158142

[ 116,035 mine 216.

[ 181050 T Acyl + 1 Amine 281167

[ 181,050 mine 281187

[ e7.145 1 Amine 267.281

[ 116071 1 Amine 343017

028 1 Acyl 23185

077 1 Amine 198.161

[ 077 1 Amine 188161

[ 065 2 Amine 329262

004 Amine 320202

008 T Acyl+ 1 Amine 302204
[ 127.123 1 Ao .

[ 87.045 1 Acyl 201,167

- 101,060 T Amine 201187

[ 213.124 1 Amine 313260

115003 2Amine 313260

[ 202108 1 Amine 302204

- 178050 1A 278187

[ 181,071 12 310187

| —— 181071 1 Ay 310467

73,077 24 329267

102,056 T Acyl+ 1 Amine 329202

146,045 1 Acyl+ 1 Amine 167,145

145,045 1 Acyl+1 Amine 167145

7203 1 Acyl+ 1 Amine 300229

44102 A 204230

102,056 T Aoyl + 1 Amine 165.150

102,056 1 Acyl+1 Amine 165.150

101,108 24, 179.165

110072 1 Acy 230,167

129,103 1 A 258218

191056 T Acyl+ 1 Amine 418.090

183,050 1 Amine 263187

117019 2Amine 158142

116071 1 Act 205,187

145050 1 A 285,187

152035 T Acyl+ 1 Amine 160.139

166014 1 Acyl +2 Amine 246,189

183,006 2 Acyl+ 1 Amine 269,186

175,087 2A0 304,202

103,003 1 Aci+ 1 Amine 330239

121050 1Ay 250,165

128,119 1 A 270254

67.050 1 Acy 166145

2-QUINOLINECARBOXYLATE 172040 Amine 272176

[S-AMINOLEVULINATE 130.062 T Acyl+ 1 Amine 17917

N-ALPHA-ACETYLLYSINE 187.108 Amine 287245

88,587 mine. 267.065

89,020 T Acyl+ 1 Amine 158.634

180,065 1 Acyl+1 Amine 206155

122,000 Amine 22161

116,071 T Acyl+ 1 Amine 17241

116071 1 Acyl+ 1 Amine 172158
145,993 1 Acyl+2 Amine 300.

173,081 mine 186173

01024 + Amine 201.160

101,024 1 Amin 201.160

210077 T Acyl + 1 Amine 16,1

267.047 2 Acyl+ 1 Amine 311.195

115003 mine. 157134

149,007 1 Amine 25,160

166,027 Amin 267.171

215077 T Ao+ 1 Amine 223,660

125055 Amin 220,152

Chargo
Untagged miz (tagged | Tagged
(H) Tags anivtes) | miziter)
2065062 T Amine 305218
196,061 1 Amine 266,167
159029 2Amine 179147
182082 3 Act 283202
62,062 380, 283,000
129,019 2 Amine 164142
172,087 1 Amine 2203t
73,020 2 Acy 343307
66014 1 Amine 266,151
187,040 1 Amine 27176
136076 1 Acy 265,152
165,055 1 Amine 265.192
111085 1 Amine 211181
147,028 2 Amine 173147
108.045 1 Act 237.160
127.123 1 Acyt 256239
92,050 1 Acyl 21165
187.087 1 Amine 221165
165.087 Ao 295,20
164071 |1 AcA+ 1 Amine 196.158
148,063 | 1 Acyi+ 1 Amine. 188144
116071 |1 Acyl+ 1 Amine 172158
145050 Amine 172158
145,050 2 Amine 172158
132,030 2 Amine 163161
87.085 1 Acyl 216160
136,040 2 Amine 162640
174,056 1 Amine 274162
178072 3Ac 281197
178,072 3 Act 281,167
178072 1 Acyt 281197
205,035 Amine 251210
178.017_| 1 Acy+ 1 Amine 212.116
134,061 Aot 263176
163040 1 Amine 263,175
173,108 1 Acyt 302223
113108 2 A0 30,3
120081 1 Acyt 25,167
152,035 252,171
171,020 | 2 Acd + 1 Amine 263,186
201113 2 Amine 200,189
128071 |1 Acd+ 1 Amine 178.158
115076 Amin 215212
130087 | 1Acd+ 1 Amine 179.165
130.134 Aol 193679
130087 | 1Acd+ 1 Amine 179.165
130.087 |1 Acy+ 1 Amine. 179.165
187133 1 Amine 287270
89,060 1 Acyl 218176
125035 | 1Acd+ 1 Amine 352071
151,040 Amine 251175
151.040 1 Amine 251176
151,040 1 Amine 1,176
151,040 1 Amine 251176
159,062 1 Acy
136040 | 1Acyl+ 1 Amine 182142
136,000 | 1 Acy+ 1 Amine. 182142
203,082 |1 Acyl+1 Amine 215663
113108 2A0 369323
130087 | 1Acyl+ 1 Amine 179.165
155,066 2 Amin 179,165
167.155 1 Acd 266270
152,002 |1 Acyl+ 1 Amine 160123
108,012 1 Act 237127
152,071 3 Acit 268.1
147,045 1 Amine 27181
195050 | 1 Acd+ 1 Amine 211687
193 |1.3-BENZENEDIMETHYL AMINE 73,077 Acd 196.158
194 | MONO METHYL FUMARATE 125015 1 Amine 220,155
195 | 4-QUINOLINECARBOXYLATE 172,040 1 Amine 272176
196 | GUANIDINOSUCCINATE 174051 |1 Ao+ 1 Amine 201128
197 | HEPTANOATE 126,082 1 A 229228
198 | GALACTURONATE 153035 +Aq 235,155
19| GLUCURONATE 183,035 4Aq 235155
200 |INDOLE--ETH) 160,076 1 Acy 289,152
201 | L-TRYPTOPHANAMIDE 202.098 1A 331213
202__|P-OCTOPAMINE 152,071 20 208.285
203 4-DIETHYLAMING) BENZOIC ACID 144,066 1 Amine 202239
204 | ETHYL >UREIDOPROPIONATE 158,077 1 Amine 250013
205__|5-HYDROXYINDOLEACETATE 150,050 A 260187
206 | ANSERINE 208.114_| 2 Acy+ 1 Amine 297.029
207__[N-ACETYLTRYPTOPHAN 205,093 1 Amine 345220
208 1-PHENYLETHANOL 121085 1 Ac 250181
209 | METHIONINE SULFOXIMINE 179045 | 2 Acd + 1 Amine 267,196
210 | &-HYDROXY-L-PHENYLGLYCINE 165.050 | 1 Acy+ 1 Amine. 393.08
211 [Lvsine 145088 |2 Acd+ 1 Amine 250.221
212__|CAPRYLATE 4307 1 Armine 23,004
213 | AMINOADIPATE 160061 | 1 Acd + 1 Amine 23213
214__| O-SUCCINYL-HOMOSERINE 218,066 Amine 208665
2153 5-DIAMINOBENZOIC ACID. 151,051 1 Amine 253,167
216__|SALSOLINOL 178087 3Aci 281.205
217__[ITACONATE 129019 2 Amine 164142
218 | HYDROXYMETHYLGLUTARATE 161065 | 1 Acy+ 2 Amine 263,705
219 1-AMINOCYCLOPROPANECARBOXYLATE 100,040 mine 200176
220 | NONANOA 15723 1 Amine 257.059
221 |OXALOMALATE 201975 3 Amine 251162
22| TRANS-4-CYCLOHEXANEDIOL 115076 1 Ac 244,191
223 [3-METHYLGLUTACONATE 143,034 2 A 341,262
22| CITRULLINE 174088 | 1 Acy+ 1 Amine 401.32¢
225 [HYDROQUINONE 109,026 24 365204
22 108,025 240 5.2
227__|PORPHOBILINOGEN 225,088 |1 Aci+2 Amine 423345
228 | PANTOLACTONS 055 1A 258170
229 [BENZYLAMINE 029 1 A 235161
230 | ARGININE 061 |1 Acyl+ 1 Amine 400
231__[OROTATE 009 1 Amin 255,146
237 | DECANOATE 139 1 Amine 211275
233 | DIHYDROORGTATE 025 1 A 257.161
23| DIAMINOPIMELATE 088 |1 Acyl+ 2 Amine. 257.7:
235 |ASPARTATE 046 |1 Ac+2 Amine. 229,167
236 | D-ORNITHINE 1082 |2 Acy + 1 Amine. 203213
237 [GLUTAMATE 146045 |1 Acd+ 2 Amine 236205
238 | SPERMINE 144,150 Ac 220215
239 [NT-ACETYLSPERMINE 203218 o 372334
240 | &-PYRIDOXATE 162,045 ne 262,162
241 [ N-METHYLASPARTATE 146,045 e 344303
202 | MALEAMATE 114018 e 21815
243 | 4-HYDROXYBENZOATE 137.000 e 237,160
20| SALICYLATE 137.004 e 237.160
245 3-HYDROXYBENZOATE 137.024 e 237,160
246 | LAUROYLCARNITINE. 342,264 e 442,401
247__|[LAURATE 189,170 e ¥
28| DODECYLAMINE 184.205 1Ac 313.322
29| TYRAMINE 136,076 1 Acyt 265102
250 | TETRADECYLAMINE. 212.238 1 Act 361353




Supplementary Table 3. Targeted Metabolites analysis in BAECs, human urine and human serum

Urine (n=3] al colls (n=3) Human Serum (0 =3)
Ava RT imins) % RSDIn. 5% RSD RT AvaSN_| AvaRT(mins) | %RsDint % RSD RT. AvaSIN_|AvaRT (mins) __[%RSDInt
D ) D D 1015 . Y 2100002480
320004730 878 . 2 46000:420 X 450004820
320004730 878 . X 460002420 X Y 450001820
1224 138 12002110
ND 1220 138 X 12002110 ND.
2 X 550004730 D s, 13, ¥ 59002570
260001620 2700000+4500] 19.89 Y 120002670
ND D ND
14001220 D ND
ND ND. ND
1062 X X 15000:80 . 1040 X 75000:640 X X 13000:200
33 38000:200 X 16,69 5300002540 16,01 1900002470
ND D X 16.01 ¥ 1800001470
D 16,01 1900002470
X 120001220 X 1326 ¥ 13000:360 ND
2 18002170 D I
ND 1107 X X 55000:100 Y 100000£850
B 9000:230 54000780 15,08 1300002770
[ 180001230 . ¥ 64000780 . 15,0 1300004770
[ N D ND
N 1432 64000780 . 15,00 X 1300004770
N N ND
[T D X Y 110002840
[ N ND. 0,18 10, 5200002260
[ 1274 ¥ 120002630 D ND
[ ND ND.
N O . 15.43 X 5400001500
[ 350004830 058 X 34000022400 017 5200002260
[ 490001830 D 1047 6200001260
[ 450004200 D ND
[ 12 440001570 Y 1851 . 100000650 103 760001640
- 1 440004570 ¥ 1891 . 1000002690 03 760004940
[ 11.4 3600269 X 31.42 X 3300:230 71 12.13 120002420
1 36000:780 kT 1598 ¥ 150002340 025 220004420
[ N D D . ¥ 49000+1400
- X 57002960 X 597 ¥ 3800:360 . 16.44 58000021200
1353 ¥ 000:200 X 2223 . 16000:280 . ¥ 6200002500
- ND ND.
[ 35004240 D ND
35005240 ND. ND
ND 60000:330 X ¥ 630000£5400
ND. N 320004460
ND ND
1151 21008180 . 720 X ND.
[T D D Y 1400008340
kT 8000:170 ND. ND. ND
[ N D D ND
80004170 ND. D ND
[ 15000¢1300 X 1632 ¥ 110000730 N
[ 210004540 ¥ . 570002460 005 11, 530004330
[ 210001540 57000:460 1005 530001330
5200041200 990002680 004 4300041800
[ 370001810 D 102 99000+1300
[ 83000+780 210000:120 057 410004520
[ 83000:780 210000120 597 410001520
[ 790004360 33000021100 052 150004380
[ 79000+360 33000021100 092 150001360
[ 50000+2000 ¥ ¥ 74000340 024 59000021500
[ 50000+2000 . Y Y 74000:340 1020 X 590000¢1800
[ ND D 024 99000021500
[ 450001220 . X 100000:500 103 ¥ 760001640
[ ND ND. 012 X 760004830
[ 0.0 1617 Y 1800005200 D D NO
[ ND. ND. D N
[ ¥ 4700041200 X 1 X 25000:550 1028 ¥ ¥ 45000012100
[ 1 1600041300 D 187 3400041100
4400:200 D 1201 . ¥ 3100001360
240004170 ¥ X ¥ 55000510 076 1268 550004520
[ 240004170 . ¥ 550001510 1078 12 ¥ 650001520
- 1100002640
[ ND D NO
9000:350 101 .76 5200:510 T 1 600005750
[ ND D 14 11.02 12000760
- ND. ND. 114 1100002350
[ ND 7 630000:170 [TxT} X 110000+350
- ND. 11.20 5 27002260 5 1 37000022000
[ ND 1282 5 49002540 NO
- ND. ND. 15000022300
10 Y 16001210 D [T
ND. ND. N
T ND D [T
821 >-DIAMINOPROPANE 117 1 1100160 ND. N
83 [ammiolsosuTANOATE ND D [T
ND. ND. ¥ 50004850
27002600 13.48 ¥ 4600:560 X Y 180002850
ND 162 3654 9100:340 ¥ 31000081200
ND D X . ¥ 520000¢730
ND ND. 4100002690
a7 .00 Y 2700:97 1041 34000:520 4100002690
182 s 48002310 11 2000002520 2900002640
ND 103 X X 230002420 ND.
ND. . 10000021100 3300041800
N O ND
250004510 X X 54000100 310004320
ND 1000001400 ¥ ¥ 760001040
D ND. 1076 ¥ X 1100002800 4 890004430
1056 5272855169 ¥ 78001170 1078 X 110000:800 1 ¥ 890001430
ND. D
ND 1081 1312 X 4a00:540 ND
ND. ND. ND
1067 X 360004770 D 1152 790001450
23005240 01 T 750002280 1115 1100002650
ND D T . ¥ 730001830
ND. 148 8000041200
ND 1101 185 1095 X 740000¢1000
5900002930
120 12: X 83002420 3500041300
069 1 550004510 047 5800002980
1069 1 ¥ 650001610 1087 1 5800001980
082 45002150 085 . 540 X 50000:830
1070 ¥ 5800:250 1074 1 80000:550 21 X ¥ 2900002370
127 13,1 14000+340 D
NO 0. 2026 X 62000:560 X ¥ 220000¢1100
130 53005310 0. 2025 X 820002580 X 2200001100
) ND ND
22005250 1180 3410 1.4 z 2600041000
1 X 11000:200 1107 1 56000:230 ND
ND 107 T 56000:230 ND.
ND D 1198 2 ¥ 7100001520
ND. ND. ND
1160 ¥ 62002610 177 5 X 12000:160 10412 ¥ 57000012000
ND ND.
X 2 ¥ 16000+160 D ND
127 15,13 21002420 ND.
ND 1051 0 1500001600 10.76 ¥ 4200001620
kT 2900170 ND. 160004330
[T D N
3 36008170 170 187 X 8600:350 190 350004130
ND D 178 X ¥ 4400002800
ND. ND. 11 4400002800
NO 1287 i X 50000:360 104 ¥ 880001520
064 790021400 D ND
135 X 4700:200 122 i X 4300:300 X X 170000£450
1 39002170 D D ND.
ND D D N
ND ND. 281 10.96 360004510
ND D 1281 086 | 5| seooossto
211 10005340 044 418 150002550 1201 290004590
ND 1885 Y 74000:650 1020 X 590000¢1800
ND. D ND.
ND D 124 X X 12000:760
083 15,08 170004300 1.2 510002550 X 9200002940
15,0 110001300 126 610002560 i1 . X 9200001840
ND. 071 250 11 670004530
1207 1487 X 54002430 12.10 300000£390
141 18005220 11,30 2600002250
ND 22000041100
1.30 2478 47002600 1. 2200001100
130 .72 Y 47002600 1 X X X ¥ 220000¢1100
165 1 24005210 11 102 18002100 X 7300041200
ND D ND
ND. D T 2600002350
113 50000:760 1518 168 3500:73 1198 1400001650
ND ND. N
ND D [T
ND. ND. N
ND D [T
ND. ND. [T
ND D 1189 ¥ ¥ 220004170
ND. ND. 11 220004170
ND O ND
ND. ND. 0. 2200041500
ND 1217 18 ¥ 33000:350 ND
ND. ND. ND
ND NO N
223 570153 D D 1 3700005510
113 X 5700:100 1091 23002160 30 X 4100041300
ND. 1176 2500:340 1224 1300002 160
1191 11.40 X 50002180 1181 200000:800 1220 ¥ 2900002500
ND. ND. 163 Y 5300002530
1181 11.40 X 50002180 D 1229 X ¥ 2900001600
1 11 50002180 11 2000002500 1229 X 2900002600
ND I D ND
ND. N 1. X 55000021100
1151 1823 . 86002170 i 1 X ¥ 320001950
ND N 24 330004560
N I 14. 330001660
1.6 7000+780 080 248 1a 330004560
1178 12.73 ¥ 17000¢180 14 330001660
ND
120 . X 2300:150 12 . ¥ 3000001260
11.20 785 Y 2300190 080 248 T 3000002260
1201 1279 120002220 1201 1340 12. Y X 6100002670
[CYCLOHEXANE 1.4 DIAMINE ND N 2200041500
[6-AMINO CAPRIC ACID ND [T Y 4 ¥ 2900002640
[6-CARBOXYHEXANOATE ND N Y 2900002640
187 | 1-CYCLOHEXYLPIPERAZINE ND [T ND
188 | 3-SULFINOALANINE ND. N 700002350
189 _[HYPOTAURINE 153 264 ¥ 13000:210 1203 1 70000:560 ND
130 | DOPAMINE ND ND ND. ND.




TRANS CINVAWATE T T WD T
GLUCONATE D D T
1 -OENZENEDIMETHVL AMINE D D T256 3000005350
140N ETHYL FUMARATE D D 1 2500002320
-QUINOUINECARBOXYLATE 61 2001170 725 5900002930
GUANIDINOSUCCINATE D i Fas D
HEPTANOATE I 3 1167 EEE Ti000:350
GALACTURONATE 3 TBo0s530 |12 086 EEY Se0000:540
GLUCURONATE 56 55001530 EeX 066 15 so00001640
INDOLEF-ETHANGL D T 2 Y 3900011000
LTRYPTOPHANAMIDE 2 Z001170 EEX 170005320 i 5 1400005270
F-GCTORAM: T D
|4 DIETHYLAMINO) BENZOIC ACID. 1o 5
ETHYL -UREIDOPROPIONATE. T D
541YOROXYINDOLEACETATE D w271 720005880
ANSERINE TR 7035 55000530 D
N-ACETYLTRYPTOPHAN 65 o020 EEY 1 150005320 476 60005570
LEHENYLETHANOL D o £V 4500021400
WETHIONINE SULFOXIMINE D o T
4-YDROXY-L-PHENYLGLYCINE Tas Toat 7as T 200041700
Lvsive 75 To000:200 |17 111 00005270
CAPRYATE ¥ 73] se00s120 |1 3 7. 2300001360
AMINOADIPATE 5 93 110001600 I
0-SUCCINYL-HOVOSERINE D D i SE00005540
3 SDIAMINOBENZOIC ACID D D D
SaLsoLoL D D 3 n D
irAconATE D D o 7205 GB0005570
5:4YDROXYETHYLGLUTARATE D D T D
1-AVINOCYCLOPROPANECARBOXYIATE I D o o D
NONANOATE 3 557 Tioos 70 | 35 5000470 158 TE00s550
OXALOMALATE D D D ND T
TRANS--CYCLOREXANEDIOL D T ) D
SMETHYLGLUTACONATE 12 15,00 2001120 O 556 SE00005540
CITRULLINE 2 70 e800:300 T D N
HYDROQUINGNE NO NO N
PYROCATECH T T N
PORPHOBILINOGEN NO NO N
PANTOLACT T T D N
BENZYLAMINE NO 154 16k 2300005580
ARGININE 5 SE001150 T 157 Tars 200002720
OROTATE O ND I
DECANOATE 3 7 T000:68 3 5 TH00:100 6.0 Ta000:1100
DILYDROORGTATE T T D
WINOPIVE] D T D
ASPARTATE Ta48 57001110 o 200005350
O-ORNITHINE 5 10008500 3500:110
GLUTAVATE [y 51005140 D05 140 Ti0000+1700
SoERMIN 55 00005250 1500:110 D
\1-ACETYLSPERMINE 507 66001300 160005250 D
-oYRIDOXATE 2100 sa00:200 9100390 D
N-ETr ASPARTATE D D T D
WALEAVATE D D T D
-YDROXYEENZOATE D D NO D
SALICYLATE D D T D
54YOROXYBENZOATE D D NO D
LAUROYLCARNITINE D D T D
LAURATE D D 3 28005540 645 4100005570
OODECYLAMINE D D T 70008260
TYRAMINE D D NO I
TETRADECTLAMINE D D T 2508 1818 F000005780
[Average 27 23000220 35 3000550 16 24000025100




Supplementary Table 4. Comparison of Peak width at half h

ht (second) for capLC-ESI-MS and CE-ESI-

| Analvte caplc:
1| GLYCINE

CEEStMS™ Fold chanae
84 .
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