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1,93E+0 | 2,74E+ | 5,96E 1,19€ 1,32E 1,20E 2,74E 1,20E
12 | L-methionine C00073 Amino acids 150,0577 1,24 + 5 05 +05 +06 +06 +06 +05 +06
8,45E+0 | 1,29E+ 3,49E 3,07E 2,92E 2,51E 8,45E 3,07E
13 | L-phenylalanine C00079 Amino acids 166,0861 1,24 + 5 06 +04 +04 +06 +04 +05 +04 0,81
8,57E+0 | 2,13E+ 1,82E 4,79E 8,99E 1,00E 1,82E 8,99E
14 L-proline C00148 Amino acids 116,0712 1,23 + 6 07 +07 +07 +07 +08 +07 +07
2,36E+0 | 1,97E+ 2,49E 4,86E 5,29E 6,40E 2,36E 5,29
15 | L-serine C00065 Amino acids 106,0506 1,20 + 5 05 +05 +05 +05 +05 +05 +05 2,25
3,18E+0 | 4,06E+ | 5,02E 8,00E 9,71E 1,13E 4,06E 9,71E
16 L-threonine C00188 Amino acids 120,0661 1,21 + 5 05 +05 +05 +05 +06 +05 +05 2,39
6,28E+0 | 2,08E+ 1,05E 8,51E 5,39E 1,38E 2,08E 1,38E
17 | L-tryptophan C00078 Amino acids 205,0976 1,34 + 5 05 +05 +04 +05 +05 +05 +05 0,66 0,79
1,56E+0 | 2,38E+ 2,04E 4,86E 4,73E 4,99E 2,04E 4,86E
18 L-tyrosine C00082 Amino acids 182,0815 1,24 + 6 06 +06 +06 +06 +06 +06 +06 2,38
4,93E+0 | 5,74E+ | 7,48E 1,13E 1,08E 1,18E 5,74E 1,13
19 L-valine C00183 Amino acids 118,0869 1,24 + 6 06 +06 +07 +07 +07 +06 +07 1,97
2,14E+0 | 1,61E+ 1,53E 3,73E 6,91E 3,90E 1,61E 3,90E
20 | L-cystine C00491 Amino acids 241,0310 1,24 + 4 04 +04 +04 +04 +04 +04 +04 2,42







62 #DIV/0!
63 1,66
1,70E+0 1,64E+ 2,39E 3,70E 2,36E 2,24E 1,70E 2,36E
64 Maltose C00208 Other sugars 343,1236 1,17 5 05 +05 +05 +05 +05 +05 +05 1,38
8,74E+0 | 1,39E+ 1,78E 2,86E 8,84E 9,88E 1,39 8,84E
65 Citrate C00158 TCA cycle 191,0194 1,26 5 06 +06 +06 +06 +06 +06 +06
4,49E+0 4,88E+ 3,80E 2,92E 1,47E 1,03E 4,49E 1,03E
66 | 2-Oxoglutarate C00026 TCA cycle 145,0143 1,28 4 04 +04 +05 +06 +06 +04 +06
9,68E+0 1,06E+ 1,28E 1,57E 2,11E 1,62E 1,06E 1,62E
67 Succinate C00042 TCA cycle 117,0181 1,29 4 05 +05 +05 +05 +05 +05 +05 1,53
6,91E+0 8,25E+ 7,88E 3,36E 6,15E 7,12E 7,88E 6,15E
68 Fumarate C00122 TCA cycle 115,0025 1,29 4 04 +04 +05 +05 +05 +04 +05
8,74E+0 1,09E+ 1,04E 4,55E 9,58E 1,09 1,04E 9,58E
69 | Malate C00149 TCA cycle 133,0131 1,28 5 06 +06 +06 +06 +07 +06 +06
2-
Hydroxyglutarate/Citramal Alternative 1,01E+0 1,47E+ 1,19E 1,01E 1,69E 2,00E 1,19€ 1,69E
70 | ate C02630 Carboxylic acids 147,0291 1,25 5 05 +05 +06 +06 +06 +05 +06
Pentose Phosphate 1,73E+0 2,36E+ 2,49E 4,37E 4,37E 5,75E 2,36E 4,37E
71 6-Phospho-D-gluconate C00345 Pathway 275,0180 1,29 4 04 +04 +04 +04 +04 +04 +04 1,85
Pentose Phosphate 2,80E+0 | 1,02E+ 1,04E 7,03E 8,13E 8,78E 1,02E 8,13E
72 | D-Erythrose 4-phosphate C00279 Pathway 199,0009 1,25 4 05 +05 +04 +04 +04 +05 +04 0,80
Sedoheptulose 7- Pentose Phosphate 1,90E+0 0,00E+ 2,56E 4,89E 2,47E 2,95E 1,90E 2,47E
73 | phosphate C05382 Pathway 289,0346 1,28 3 00 +03 +03 +04 +04 +03 +04
Pentose phosphates Pentose Phosphate 8,46E+0 | 1,02E+ 1,06E 2,56E 1,48E 1,41E 1,02E 1,48E
74 (isobars) C00199 Pathway 229,0117 1,26 4 05 +05 +05 +05 +05 +05 +05 1,45
75 2,65
76
77 2,91
78
79 #DIV/0!
80
gamma-L-Glutamyl-L- 1,16E+0 3,35E+ 1,53E 1,12E 9,24E 8,10E 1,53E 9,24k
81 | cysteine C00669 Gamma-glutamyls 251,0701 1,25 4 04 +04 +05 +04 +04 +04 +04
gamma-L-Glutamyl-D- 4,26E+0 5,66E+ 5,39E 1,56E 1,38E 1,30E 5,39E 1,38E
82 alanine C03738 Gamma-glutamyls 219,0983 1,25 4 04 +04 +05 +05 +05 +04 +05 2,57
gamma-Glutamyl-gamma- 2,15E+0 3,44E+ 9,90E 9,70E 1,47E 1,18E 2,15E 1,18E
83 | aminobutyrate C15767 Gamma-glutamyls 233,1143 1,25 4 04 +03 +04 +05 +05 +04 +05
gamma-L- 3,69E+0 5,02E+ 3,07E 4,43E 4,62E 2,99E 3,69E 4,43E
84 | Glutamylputrescine C15699 Gamma-glutamyls 218,1506 1,09 4 04 +04 +04 +04 +04 +04 +04 1,20
2,77E+0 5,32E+ 6,62E 1,40E 2,25E 4,37E 5,32E 2,25E
85 | (5-L-Glutamyl)-L-glutamine C05283 Gamma-glutamyls 276,1196 1,23 4 04 +04 +05 +05 +05 +04 +05
86 0,71
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3,14E+0 | 3,42E+ 2,93E 8,77E 4,24E 3,96E 3,14E 4,24E
91 Ornithine C01602 Urea cycle 133,0976 1,10 5 05 +05 +05 +05 +05 +05 +05 1,35 0,19
2,37E+0 | 1,81E+ 5,53E 8,03E 3,55E 6,62E 2,37E 6,62E
92 L-Citrulline C00327 Urea cycle 176,1035 1,21 4 04 +04 +04 +04 +04 +04 +04 2,80
0,00E+0 | 0,00E+ 3,28E 4,10E 4,62E 9,20E 0,00E 4,62E
93 | Argininosuccinate C03406 Urea cycle 291,1303 1,20 0 00 +03 +04 +04 +04 +00 +04 #DIV/0!
0,00E+0 | 0,00E+ 6,48E 3,16E 1,43E 0,00E 0,00E 3,16E
94 Putrescine C00134 Polyamines 89,1081 1,15 0 00 +05 +05 +06 +00 +00 +05 #DIV/0!
3,31E+0 | 5,94E+ 1,23E 3,81E 1,04E 1,07 5,94E 1,04E
95 | Spermidine C00315 Polyamines 146,1655 1,13 5 05 +06 +06 +07 +07 +05 +07
4,81E+0 | 4,71E+ 1,40E 1,04E 2,49E 2,26E 4,81E 2,26E
96 | Spermine C00750 Polyamines 203,2234 1,15 4 04 +05 +05 +05 +05 +04 +05
7,46E+0 | 8,75E+ 1,11E 8,24E 7,05 6,86E 8,75E 7,05E
97 N-Acetylneuraminate C00270 Aminosugars 310,1138 1,21 4 04 +05 +05 +05 +05 +04 +05
5,68E+0 | 819E+ 9,24E 3,17E 2,86E 2,22E 8,19E 2,86E
98 | CMP-N-acetylneuraminate C00128 Aminosugars 615,1558 1,24 4 04 +04 +05 +05 +05 +04 +05
beta-L-Arabinose 1- 0,00E+0 | 1,50E+ 0,00E 1,59E 3,24E 1,58E 0,00E 1,59€
99 phosphate C03906 Aminosugars 231,0281 1,63 0 03 +00 +04 +04 +04 +00 +04 #DIV/0!
10 5-Guanidino-2- Arginine and proline 0,00E+0 0,00E+ 0,00E 4,38E 1,48E 9,26E 0,00E 9,26E
0 | oxopentanoate C03771 metabolism 174,0879 1,24 0 00 +00 +03 +04 +03 +00 +03 #DIV/0!
10 Arginine and proline 2,88E+0 | 5,92E+ 4,30E 3,68E 2,09€ 4,10 4,30E 3,68E
1 | Phosphocreatine C02305 metabolism 212,0434 1,27 5 05 +05 +05 +05 +05 +05 +05
10 Arginine and proline 6,36E+0 8,44E+ 1,21E 1,61E 1,95E 2,94E 8,44E 1,95E
2 Creatine C00300 metabolism 132,0772 1,23 6 06 +07 +07 +07 +07 +06 +07
10 Arginine and proline 1,91E+0 2,13E+ 3,86E 7,28E 6,38E 8,56E 2,13E 7,28E
3 Creatinine C00791 metabolism 114,0668 1,22 5 05 +05 +05 +05 +05 +05 +05
10 Arginine and proline 0,00E+0 | 0,00E+ 4,98E 2,09E 7,46E 2,38E 0,00E 2,09E
4 N-Acetyl-L-citrulline C15532 metabolism 218,1140 1,22 0 00 +03 +04 +03 +04 +00 +04
10 Arginine and proline 7,12E+0 7,74E+ 6,84E 2,56E 2,14E 2,70E 7,12E 2,56E
5 N-Acetylornithine C00437 metabolism 175,1083 1,25 4 04 +04 +05 +05 +05 +04 +05
10 Arginine and proline 6,05E+0 | 2,81E+ 2,92E 1,03 8,56E 1,28E 2,81E 8,56E
6 | Guanidinoacetate C00581 metabolism 118,0617 1,22 3 04 +04 +04 +04 +05 +04 +04
10 Arginine and proline 8,32E+0 | 9,16E+ 1,10 1,99 2,56E 3,40E 9,16E 2,56E
7 | trans-4-Hydroxy-L-proline C01157 metabolism 132,0660 1,21 5 05 +06 +06 +06 +06 +05 +06
10 Arginine and proline 2,38E+0 | 0,00E+ 3,91E 2,12E 2,34E 3,89E 2,38E 2,34E
8 5-Aminopentanoate C00431 metabolism 118,0869 1,64 6 00 +06 +06 +06 +06 +06 +06
10 L-1-Pyrroline-3-hydroxy-5- Arginine and proline 3,25E+0 3,86E+ 3,58E 9,09E 1,03E 1,08E 3,58E 1,03E
9 | carboxylate C04281 metabolism 130,0503 1,80 5 05 +05 +05 +06 +06 +05 +06
11 Panthothenate 595E+0 | 9,78E+ 1,03E 2,61E 7,29E 5,05E 9,78E 5,05E
0 Pantothenol C00864 metabolism 220,1184 1,33 4 04 +05 +05 +05 +05 +04 +05




11 Panthothenate 4,19E+0 | O0,00E+ | O,00E 0,00E 3,03 6,26E 0,00E 3,03E
Pantetheine C00831 metabolism 279,1355 4 #DIV/0!

0,94 0,46

#DIV/0! 0,15

13 5,60E+0 | 5,31E+ | 4,06E 5,75E 2,83E 2,98E 5,31E 2,98E
2 | Acetyl phosphate C00227 Other 140,9957 1,45 + 5 05 +05 +05 +05 +05 +05 +05 0,34
13 | 1-Hydroxy-2- 5,20E+0 | 9,19E+ | 8,32E 1,57E 1,55E 2,51E 8,32E 1,57E
3 aminoethylphosphonate C05678 Other 142,0268 1,23 + 5 05 +05 +06 +06 +06 +05 +06 1,88
13 2,52E+0 | 1,44E+ 3,40E 5,22E 4,54E 5,86E 2,52E 5,22E
4 | N5-Methyl-L-glutamine C03153 Other 161,0927 1,25 + 4 04 +04 +04 +04 +04 +04 +04 2,07
13 1,09E+0 | 1,26E+ 1,84E 2,26E 2,00 2,03E 1,26E 2,03E
5 | 2-Methyleneglutarate C02930 Other 145,0499 1,30 + 5 05 +05 +05 +05 +05 +05 +05 1,61




13 9,98E+0 1,08E+ 1,17E 2,01E 2,52E 2,14E 1,08E 2,14E

6 4-Aminobenzoate C00568 Other 138,0553 1,89 4 05 +05 +05 +05 +05 +05 +05 1,99
13 7,23E+0 1,09E+ 9,00E 7,16E 9,10E 5,95E 9,00E 7,16E

7 | Leucocyanidin C05906 Other 307,0838 1,25 4 05 +04 +04 +04 +04 +04 +04 0,80 0,31
13 | beta-Butoxyethyl 2,93E+0 | 2,59E+ 3,05E 2,76E 1,97€ 2,48E 2,93E 2,48E

8 | nicotinate C13138 Other 224,1286 1,24 5 05 +05 +05 +05 +05 +05 +05 0,85 0,17
13 3,17E+0 6,78E+ 5,61E 8,70E 1,63E 2,85E 5,61E 1,63E

9 | 3-Oxalomalate C01990 Other 207,0147 1,20 4 04 +04 +04 +05 +05 +04 +05
14 1,71E+0 | 4,67E+ 5,28E 2,82E 5,87E 4,78E 4,67E 4,78E

0 | Diallyl sulfide 08370 Other 115,0574 1,09 3 03 +03 +04 +04 +04 +03 +04
14 7,89E+0 | 2,45E+ 1,27€ 3,83E 4,40E 6,51E 1,27€ 4,40E

1 D-glucono-1,5-lactone C00198 Other 179,0550 1,09 3 04 +04 +04 +04 +04 +04 +04
14 | 2-Dehydro-3-deoxy-D- 0,00E+0 | 2,43E+ 4,38E 7,76E 2,90E 2,90 2,43E 2,90E

2 glucarate C03921 Other 193,0350 1,58 0 03 +03 +03 +04 +04 +03 +04
14 1,81E+0 1,11E+ 4,34E 2,44E 3,11E 3,04E 1,11E 3,04E

3 Ferric gluconate C13511 Other 196,0581 1,10 4 04 +03 +04 +04 +04 +04 +04
14 6-Thioxanthine 5-- 4,35E+0 2,67E+ 0,00E 7,48E 1,03E 1,40E 2,67E 1,40E

4 monophosphate C16618 Other 381,0237 1,13 4 04 +00 +04 +04 +04 +04 +04 0,53 0,71
14 0,00E+0 | O,00E+ 0,00E 0,00E 0,00E 0,00E 0,00E 0,00E #DIV

5 Deoxyribose triphosphate C12347 Other 374,9649 1,15 0 00 +00 +00 +00 +00 +00 +00 #DIV/0! /0!
14 2,96E+0 | 2,53E+ 1,82E 8,58E 2,22E 1,28E 2,53E 1,28E

6 Riboflavin C00255 Other 377,1474 1,26 5 05 +05 +04 +05 +05 +05 +05 0,51 0,13
14 1,90E+0 3,57E+ 4,41E 6,87E 2,42E 6,19E 3,57E 2,42E

7 N-Amidino-L-aspartate C03139 Other 176,0662 1,25 4 04 +04 +04 +04 +03 +04 +04 0,68 1,00
14 | threo-3-Hydroxy-L- 1,39E+0 | 2,69E+ 1,86E 4,00E 6,23E 6,55E 1,86E 6,23E

8 aspartate C11511 Other 150,0388 1,49 4 04 +04 +04 +04 +04 +04 +04
14 3,08E+0 | 3,45E+ 4,40E 1,97€ 2,46E 3,67E 3,45E 2,46E

9 N-Carbamyl-L-glutamate C05829 Other 191,0673 1,21 4 04 +04 +05 +05 +05 +04 +05




