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No. FCEFR Eam (ain) = AR
1 Dimethylglycine-TMS ZHEHER-TMS 7.028 1118-68-9 0.373
2 2-Aminoethanol-2TMS 2-HEZEE2TMS 8.419 141-43-5 0.101
3 Pyruvic acid-meto-TMS AHEER-meto-TMS 8.973 127-17-3 0.008
4 Lactic acid-2TMS I F2-2TMS 9.421 79-33-4 0.996
5 2-Hydroxyisobutyric acid-2TMS ~ 2-BERTHE-2TMS 9.619 594-61-6 0.007
6 Caproic acid-TMS 2E-TMS 9.749 142-62-1 0.025
7 Glycolic acid-2TMS Z B2 -2TMS 9.870 79-14-1 0.204
8 Alanine-2TMS AEE-2TMS 10.943 302-72-7 2.928
9 Glycine-2TMS HEFE-2TMS 11.420 56-40-6 0.105
10 Hydroxylamine-3TMS $2RZ-3TMS 11.582 7803-49-8 0.034
11 2-Hydroxybutyric acid-2TMS 2-BETE-2TMS 11.752 600-15-7 0.003
12 3-Hydroxypropionic acid-2TMS 3-RERR-2TMS 12.260 503-66-2 0.073
13 3-Hydroxybutyric acid-2TMS 3RETE-2TMS 12.868 300-85-6 0.024
14 2-Aminobutyric acid-2TMS 2-EHETE-2TMS 13.383 2835-81-6 0.020
15 Malonic acid-2TMS A ZF-2TMS 14.398 141-82-2 0.065
16  3-Aminoisobutyric acid-2TMS  3-EEFTE -2TMS 14.663 10569-72-9 0.004
17 3-Hydroxyisovaleric acid-2TMS  3-¥2EF/F-2TMS 14.667 10237-77-1 0.020
18 Valine-2TMS EEBR-2TMS 14.951 72-18-4 2.512
19 Benzoic acid-TMS *HR (RER 16.035 65-85-0 0.052
-TMS
20 2-Aminoethanol-3TMS 2-HEZFE3TMS 16.879 141-43-5 2.549
21 Leucine-2TMS =5F-2TMS 16.949 61-90-5 0.727
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22 Glycerol-3TMS HIM-3TMS 17.010 56-81-5 2.459
23 Acetylglycine-TMS ZEAHER-TMS 17.074 543-24-8 0.015
24 Phosphoric acid-3TMS BEL-3TMS 16.966 7664-38-2 4.131
25 Nicotinic acid-TMS JEEZ-TMS 17.638 59-67-6 0.451
26 Isoleucine-2TMS S=EF-2TMS 17.744 73-32-5 1.683
27 Phenylacetic acid-TMS KER-TMS 17.797 103-82-2 0.050
28 Proline-2TMS FEEE-2TMS 17.890 147-85-3 2.807
29 Maleic acid-2TMS O3kE-2TMS 17.955 110-16-7 0.020
30 Succinic acid-2TMS TR GER) 18.207 110-15-6 0.631
-2TMS
31 Glycine-3TMS HER-3TMS 18.296 56-40-6 2.620
32 Methylsuccinic acid-2TMS FET-R (RERH 18.669 498-21-5 0.007
%) -2TMS
33 Glyceric acid-3TMS HIRER-3TMS 19.006 473-81-4 0.769
34 Fumaric acid-2TMS = OF-2TMS 19.291 110-17-8 0.471
35 Uracil-2TMS FRIZIE-2TMS 19.240 66-22-8 0.032
36 Nonanoic acid-TMS FE-TMS 19.755 112-05-0 0.012
37 Serine-3TMS 25 FE-3TMS 20.053 56-45-1 2.390
38 Mevalonic lactone-TMS FEERNES-TMS 20.346 503-48-0 0.003
39 Threonine-3TMS IR IR-3TMS 20.969 72-19-5 2.195
40 Mesaconic acid-2TMS FRELR (TRR) 21.065 498-24-8 0.011
-2TMS
41 Glutaric acid-2TMS K =FE-2TMS 21.238 110-94-1 0.047
42 Thymine-2TMS BIRRIEIE-2TMS 21.407 65-71-4 0.002
43 3-Aminopropanoic acid-3TMS 3-FEAER-3TMS 22.272 107-95-9 0.633
44 Homoserine-3TMS SLZEFR-3TMS 23.001 672-15-1 0.017
45 3-Aminoisobutyric acid-3TMS ~ 3-HHEFTE -3TMS 23.434 10569-72-9 0.297
46 Citramalic acid-3TMS FrERR-3TMS 23.863 6236/10/8 0.019
47 Niacinamide-TMS YRBERZ-TMS 23.818 98-92-0 0.054
48 Malic acid-3TMS FRFE-3TMS 24.200 6915-15-7 0.546
49 Adipic acid-2TMS T ZE-2TMS 24.545 124-04-9 0.023
50 Threitol-4TMS TIERE-4TMS 24.745 2418-52-2 0.063
51 N-Acetylserine-2TMS N-ZEr £ & FR-2TMS 24.757 16354-58-8 0.043
52 meso-Erythritol-4TMS A FREERZ-4TMS 25.019 149-32-6 0.026
53 Aspartic acid-3TMS FEEFR-3TMS 25.220 56-84-8 2212
54 Methionine-2TMS EEFR-2TMS 25.239 63-68-3 0.003
55 5-Oxoproline-2TMS 5-EHEERE-2TMS 25315 98-79-3 3.693
56 4-Hydroxyproline-3TMS 4R EEERE-3TMS 25.502 51-35-4 0.910
57 4-Aminobutyric acid-3TMS 4-ERTHE-3TMS 25.555 56-12-2 2.644
58 Cysteine-3TMS FBEFE-3TMS 26.405 52-90-4 0.066
59 Threonic acid-4TMS FHEFR-4TMS 26.639 3909-12-4 0.160
60  2-Ketoglutaric acid-meto-2TMS FRR=R 26.816 328-50-7 0.008
-meto-2TMS
61  2-Hydroxyglutaric acid-3TMS 2-BRE K ZF-3TMS 26.838 13095-48-2 0.439
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6 2-Isopropylmalic acid-3TMS 2-7‘%—@%5%@3‘2-3TMS _— 3237443 L 000
(1S) (AFR)
63 3-Phenyllactic acid-2TMS 3- K F-2TMS 27.315 828-01-3 0.011
6 3-Hydroxy-3-methylglutaric -REI-BHEKR TR 27755 503491 00l
acid-3TMS -3TMS
65 Hypotaurine-3TMS T A-#EFL-3TMS 27.842 300-84-5 0.022
66 3-Aminoglutaric acid-3TMS 3-EE K ZFR-3TMS 28.026 1948-48-7 0.008
67 Ornithine-3TMS BER-3TMS 28.096 70-26-8 0.204
68 Glutamic acid-3TMS BEFE-3TMS 28.175 56-86-0 2.894
69 Triethanolamine-3TMS = ZEERE-3TMS 28.389 102-71-6 0.008
70 4-Hydroxybenzoic acid-2TMS ~ 4-2EEREZ-2TMS 28.425 99-96-7 0.048
71 5-Aminovaleric acid-3TMS S-EENEE-3TMS 28.543 660-88-8 0.450
72 Phenylalanine-2TMS KERFER-2TMS 28.575 150-30-1 2.552
4-Hydroxyphenylacetic . e
73 id A TMS 4-BEETHE-2TMS 28.739 156-38-7 0.009
74 Lauric acid-TMS B (+Zf) -TMS 28.927 143-07-7 0.006
75 Tartaric acid-4TMS TEAER-4TMS 28.993 87-69-4 0.071
76 Homocysteine-3TMS E¥EMERE-3TMS 29.608 454-29-5 0.008
77 Asparagine-3TMS KX BERE-3TMS 29.782 70-47-3 0.822
78 Arabinose-meto-4TMS Fal 47 {5 9E-meto-4TMS 29.834 10323-20-3 0.056
79 3-Sulfinoalanine-3TMS 3-WRERE R EER-3TMS 30.088 2381-08-0 0.002
80 Ribose-meto-4TMS HHE-meto-4TMS 30.276 50-69-1 0.147
81 Xylulose-meto-4TMS KERFE-meto-4TMS 30.268 551-84-8 0.070
82 Lysine-3TMS HERE-3TMS 30.773 56-87-1 0.005
83 1,6-Anhydroglucose-3TMS 1,6- /KB EHE-3TMS 30.997 498-07-7 0.025
84 Xylitol-5TMS KRHERE-5TMS 31.197 87-99-0 0.108
85 Glycerol 2-phosphate-4TMS 2-FEER HIR-4TMS 31.514 17181-54-3 0.017
86 Arabitol-5TMS P HL {EHERS-STMS 31.534 488-82-4 1.008
87 2-Deoxy-glucose-4TMS(1) PR 31.535 154-17-6 0.667
-4TMS(1)
88 Ribitol-5TMS KHERE-5TMS 31.703 488-81-3 0.834
89 Aconitic acid-3TMS 53 FE-3TMS 31.796 585-84-2 0.077
90 Putrescine-4TMS [ERE (TZRR) -4TMS 31.841 110-60-1 2.926
o1 3-Methoxy-4-hydroxybenzoic 3-FEE4-REKH 1233 1346 0015
acid-2TMS f2-2TMS
92 Glycerol 3-phosphate-4TMS Hil-3-BER-4TMS 32.499 57-03-4 0.798
93 Glutamine-3TMS BEFRE-3TMS 32.670 56-85-9 2.694
94 Ribonic acid-5TMS 1AERR-STMS 32.853 17812-24-7 0.220
95 Azelaic acid-2TMS FZF2-2TMS 33.03 123-99-9 0.012
96  O-Phosphoethanolamine-4TMS ~ O-BfF& ZBZfZ-4TMS 33.124 1071-23-4 0.031
97 2-Deoxy-glucose-4TMS (2) AR 33.570 154-17-6 0.132
-4TMS(2)
98 Shikimic acid-4TMS FHERE-4TMS 33.568 138-59-0 0.004
99 3-Phosphoglyceric acid-4TMS 3-BEREHHE-4TMS 33.762 820-11-1 0.003
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100 Protocatechuic acid-3TMS JB)LZEER-3TMS 33.918 99-50-3 0.012
101 Ornithine-4TMS B5F-4TMS 33.965 70-26-8 2.902
102 Citric acid-4TMS RS -4TMS 34.025 77-92-9 3.293
103 4-Aminobenzoic acid-2TMS A4S EF B 2TMS 34.182 150-13-0 0.048
104 Tagatose-meto-5TMS(1) HEARHE-5TMS(1) 35.139 87-81-0 0.041
105 Adenine-2TMS FRIZEM-2TMS 35.272 73-24-5 0.459
106 Fructose-meto-5TMS(1) B#E-meto-5TMS(1) 35.790 57-48-7 2.469
HIEHERR-1,5- 0B
107 Glucono-1,5-lactone-4TMS 35.937 90-80-2 0.158
4TMS
108 Fructose-meto-5TMS(2) R#FE-meto-5TMS(2) 35.996 57-48-7 2.446
109 Mannose-meto-5TMS (1) HEHE-meto-5TMS (1) 36.155 3458-28-4 0.666
110 Galactose-meto-5TMS(1) 29 #E-meto-5TMS (1) 36.328 59-23-4 1.038
111 Glucose-meto-5TMS(1) FHEHE-meto-5TMS (1) 36.429 50-99-7 3.146
112 Tyramine-3TMS B&BR-3TMS 36.487 51-67-2 0.172
113 Lysine-4TMS EFR-4TMS 36.625 56-87-1 2.923
114 Histidine-3TMS HEFE-3TMS 36.635 71-00-1 3.177
115 Glucosamine-5TMS(1) SEEERE-STMS() 36.837 3416-24-8 0.054
. N-ZBi SR B
116 N-Acetylglutamine-2TMS 36.807 2490-97-3 0.066
2TMS
117 N6-Acetyllysine-2TMS N6-Z Bt FhE BR-2TMS 36.926 692-04-6 0.524
118 Glucose-meto-5TMS(2) BHEHE-meto-5TMS(2) 36.988 50-99-7 2.561
119 Tyrosine-3TMS B & ER-3TMS 37.125 60-18-4 2.796
120 Mannitol-6TMS HENERZ-6TMS 37.424 69-65-8 6.873
121 Urocanic acid-2TMS RRER-2TMS 38.462 104-98-3 0.043
o 2B (HHEZE BS)
122 Pantothenic acid-3TMS 38.507 79-83-4 0.080
-3TMS
123 Gluconic acid-6TMS B ERERE-6TMS 39.195 526-95-4 0.052
o AL (+NIERR)
124 Palmitic acid-TMS 39.307 57-10-3 0.939
-TMS
125 Glucaric acid-6TMS EEHEF-6TMS 39.584 25525-21-7 0.233
126 Dopamine-4TMS Z MO RZ-ATMS 40.627 51-61-6 0.544
N-Acetylmannosamine-meto-4T N-Z B H BN
127 40.965 3615-17-6 0.045
MS(1) -meto-4TMS(1)
128 Tnositol-6TMS(2) FILEE-6TMS (2) 41.304 87-89-8 2.224
Ribose SRR IRE
129 41.583 3615-55-2 0.014
5-phosphate-meto-5TMS (1) -meto-5TMS(1)
130 N-Acetyltyrosine-2TMS N-ZBiBS & FR-2TMS 41.609 537-55-3 0.013
Ribose SRR AR
131 41.714 3615-55-2 0.003
5-phosphate-meto-5TMS(2) -meto-5TMS(2)
132 Linoleic acid-TMS I HBR-TMS 43.235 60-33-3 0.010
133 Oleic acid-TMS SHER-TMS 43.326 112-80-1 0.012
134 Stearic acid-TMS TEREER-TMS 43.838 57-11-4 0.089
135 Oleamide-TMS JHBERE-TMS 47.582 301-02-0 0.002
136 5-Methoxytryptamine-2TMS S-FREEE R 2TMS 48.430 608-07-1 0.032
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137 5-Hydroxy-tryptophan-4TMS 5-RE-ERR-4TMS 48.624 4350-09-8 0.011
138 Uridine-3TMS ERE-3TMS 48.808 58-96-8 1.584
139 Inosine-4TMS HLE-4TMS 51.234 58-63-9 0.047
140 Adenosine-4TMS BRE-4TMS 52.429 58-61-7 1.088
141 Sucrose-8TMS FEfE-8TMS 52.990 57-50-1 5.204
142 Maltose-meto-8TMS (1) EZEFE-meto-8TMS(1) 55.015 69-79-4 6.451
Ad i
143 enosine EAREFRRRE-5TMS 60.197 61-19-8 0.001
monophosphate-5TMS
2.4 ZHBEEIMAREHY ZERYLTE =4 MRM
(x100, 000) (x100, 000) (x1, 000, 000)
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] ] ]
1 ] ]
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1 ] ]
‘ T T ‘ 1 1 T T /“\ A T
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HEf-2TMS 2-FETER-2TMS HEFR-2TMS
(x1, 000, 000) (x1,000, 000) (x1, 000, 000)
1188. 10>73. 00 319.10>73. 00 1264.10>73. 00
5.0 319. 104129. 10 1279.2(0>264. 10
2.0
2. 1
1.0
‘ T 1 ‘ T T ‘ ‘ | T T
29.3 30.0 32.0 35.0 35.8
REBRRR-3TMS HEES-STMS  (BR4) BRIZRS-2TMS
(x100, 000) (x100, 000) (x1, 000, 000)
-174. 10>73. 00 4174.20>73. 00 1230. 10%73. 00
1174. 10p86. 10 2. 07 4245, 10%73. 00
2.0 ] 5.0
1. 5*; ]
1. 1.07 2.5
I 0.5 1
T ] lf\ ] [ B ‘M' T J\ e Rt "‘ [ T T
40.2 41.0 48. 0 48.9 52.0 53.0
ZERE-4TMS S-FREEEK-2TMS FRIZNS-2TMS
B4 ZhEEHIRIEEERYCTE=YMRME
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