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ko M RFE 20 mg

— A& ) —)L/K/ 7 aa R AEKR (5:2:2)
— N (0.4 mg/mL U B~ — LKIEEK)
— < # (37°C.30 %)
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R (EEARR) 800 1 L

— 7K 400 1 L
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/N— P : bml/min

o2 varE: lul

FRBR S 2
717 2 DB-5
(30m X< 0. 25mmI. D. df=1. 0 u m)
Y=l va iifE  280°C
717 LR

100°C (4min) - (10°C/min) —320°C (11min)

A2l arE—FR:Split
A7V > M 1001
¥ U7 —HA :He
717 Lyt E 39, 0cm/sec (BRiHFE—iF)
/N— P E : bmL/min

AoV varE: lul

— 7> < #:(30°C. 90 43) A A PE : 200°C A A P 2000C
L MSTFA 100uL A B —T = — AV 250C A B —T = — AP 280°C
L n < R (37°C 30 4Y) A F LB : T0ev A A AEEE ¢ T0ev
o NIE RHZREIE c Auto (K91, Ok v) MHHESEL - Auto (1. Ok v)
AF¥ ¥ LY m/285~500 AFX X LY m/z45~600
X1 HTALER 51 X2 FRERRE

O- Nara Prefectural Pharmaceutical Keseach Center




= hEA -
PR T
ST A S
INENOEETHN LTI b=V At ra~ N TL5%2X 3, M4IT5R-7,
ARSI 1 Tt L. 7T — 2N Eonlolkin a3k 212, BRI 2 THotrL, 7 —
GBIV 2 5% 3 ISR,
ARSI 1 TiR, B, 7 BEAOERIBEEICOWT, 14 155y, Rk
H2 Tlx., 2 2 TS DT —H 15771,

-In N ARAY 1n At A
J‘l VWUV u( VN V)

i I

n{..Hlﬁ\mJ 5 | n:n 0 L

|
L T T T A T B B B B —r“‘f“‘]“f‘l’||||||||||||Tﬁ”r‘1—r‘]‘“1“'r“i"‘r”]‘”f“i“1”“l'|l""1"‘|'||||||||'T“"||||||||||||||||||
il I3 0 1L 1i I il Ik Y N 11 A N 1 N S /T 1 A1 1 I I 1

X3 Fr—HENAFrrua~whhTTA X4 +—Z)AF 70~ ~TTh
(FEBRSM 1) (FBrS:2)

1 BB BRSEF2E L. AT T U — (MS AT MV EREHEIE) EDLIZE AT DORIETH Y | EHEYE & ORI L A RIEIFIT > TWV7RL,
FRIZHEFEDO/NSWE— T 1T ) A RGO TREREIE SNV TWA RN D 203, ZEEMNTORE RN OB/ R HOW T O AIEREYE L O igic K 5 [FE
PITHZ L& LT,

O- Nara Prefectural Pharmaceutical Keseach Center



RT RI QuantMS |Compound Name RT RI QuantMS [Compound Name
268.00 | 1036.006 152|2-Hydroxypyridine 571.35 | 1542.433 147|Threonic acid
273.65 | 1044.124 174|Pyruvate+Oxalacetic acid 581.40 | 1562.712 247|Acetoacetic acid
279.30 | 1052.241 117]|Lactic acid 582.75 | 1565.436 147|2-Isopropylmalic_acid
291.25 | 1069.411 147|Glycolic acid 584.75 | 1569.471 179|4-Hydroxyphenethyl alcohol
293.90 | 1073.218 116|N—-Methylethanolamine 603.75 [ 1608.238 246|Glutamic_acid
303.80 | 1087.443 174|Isobutylamine 611.55 | 1624.840 218|Phenylalanine
309.80 | 1096.063 116|Alanine_2TMS Major::C00041 616.70 | 1635.802 103 [Xylose
323.45 | 1116.426 102|Glycine_2TMS _Minor:C00037 620.15 [ 1643.146 103 [Arabinose
325.10 | 1118.910 131]|2-HydroxyButyrate 627.05 [ 1657.833 103|Ribose
329.60 | 1125.685 147]|0Oxalate 628.15 | 1660.175 116 |Asparagine
348.95 | 1154.818 147]|3-Hydroxybutyrate 636.20 | 1677.309 217 Xylitol::C00379
356.20 | 1165.733 130|2-Aminobutyric acid 639.75 | 1684.866 217|Xylitol::C00379
359.85 | 1171.229 89(Ketoisoleucine 641.80 [ 1689.229 147 [Phthalic acid
377.15 | 1197.275 147|Malonic acid 646.00 [ 1698.169 217|Arabitol
384.10 | 1208.382 144|Valine 648.60 [ 1703.903 217|Ribitol
397.30 [ 1229.909 147|Urea::C00086 650.45 [ 1708.053 117[Fucose
398.85 | 1232.436 144|Norvaline 660.80 [ 1731.270 174 |Putrescine
403.60 | 1240.183 147|Urea::C00086 662.60 [ 1735.307 147|Quinolinic_acid
410.60 | 1251.598 105|Benzoic acid 674.20 | 1761.328 267|4-HydroxyMandelate
411.15 | 1252.495 116|Serine_2TMS Minor:C00065 675.35 [ 1763.908 156 |Glutamine
412.15 | 1254.126 147|Oxamic _acid 676.15 [ 1765.702 355|Gentisic_acid
416.00 | 1260.404 174]|2—Aminoethanol 686.70 | 1789.367 204|Shikimic acid
417.30 | 1262.524 147]|Glycerol 692.05 [ 1801.446 273|Citric acid + Isocitric acid
417.60 | 1263.014 299|Phosphate::C00009 693.35 [ 1804.528 174|Ornithine
418.45 | 1264.400 158|Leucine 696.35 [ 1811.641 1933,4-dihydroxybenzoate
419.55 | 1266.194 299|Phosphate::C00009 697.05 [ 1813.300 157|Citrulline
420.60 | 1267.906 299|Phosphate::C00009 707.55 [ 1838.193 345|Quinic acid
42150 | 1269.374 299[Phosphate::C00009 710.20 | 1844.476 217|Psicose_2(or Tagatose_2)
42275 | 1271.412 299[Phosphate::C00009 712.25 | 1849.336 217|Tagatose(or Psicose)
42355 | 1272.717 299[Phosphate::C00009 712.35 | 1849.573 103 [Sorbose(or Fructose)
429.50 | 1282.420 158|Isoleucine_2TMS::C00407 716.15 [ 1858.582 103 |Fructose
431.70 | 1286.008 158|Isoleucine_2TMS::C00407 720.80 | 1869.606 205|Galactose
431.75 | 1286.089 142|Proline:C00148 721.95 [ 1872.333 264|Adenine
433.25 | 1288.536 147|Maleic _acid:C01384 723.30 | 1875.533 205|Glucose
433.30 | 1288.617 117|Threonine 729.30 [ 1889.758 203|Glucosamine_1_Middle::C00329
436.70 | 1294.162 142|Proline::C00148 732.30 [ 1896.871 203|Glucosamine_1_Middle:C00329
436.75 | 1294.243 147|Maleic acid:C01384 737.15 | 1908.794 174[Tyramine
439.05 | 1297.994 147|Maleic acid:C01384 737.20 | 1908.919 156]|Lysine
440.10 | 1299.706 147|Maleic acid:C01384 738.65 [ 1912.531 154 |Histidine
440.15 | 1299.788 174|Glycine_3TMS Major::C00037 741.55 [ 1919.756 217|Galactitol
44470 | 1307.754 147|Succinic acid(or aldehyde) 741.75 | 1920.254 159|Galactosamine
449.20 | 1315.649 158|Norleucine 742.85 | 1922.995 333|Galacturonic acid 1_Major:C00333
450.85 | 1318.544 147|Methylsuccinic_acid 74430 | 1926.607 203|Glucosamine_3_Minor:C00329
459.20 | 1333.193 99{Uracil 745.85 [ 1930.468 218|Tyrosine:C00082
465.45 | 1344.158 245|Fumaric acid 750.00 [ 1940.807 218|Tyrosine::C00082
468.40 | 1349.333 204|Serine_3TMS Major:C00065 752.30 | 1946.537 333|Galacturonic_acid 2 Minor:C00333
471.35 | 1354.509 100|Alanine_3TMS Minor::C00041 765.35 [ 1979.048 147|Gluconic acid
472.90 | 1357.228 117|Nonanoic_acid(C9) 770.80 [ 1992.626 333|Glucarate
475.80 | 1362.316 156|Pipecolic acid 792.65 | 2049.116 174|N-a—Acetyl-L-Lysine_1_Minor:C12989
477.90 | 1366.000 141|b—Cyano-L-Alanine 809.25 [ 2092.278 338|Ferulic acid
485.80 | 1379.860 219]Allothreonine 812.35 [ 2100.354 280|Pyridoxamine
496.85 | 1399.246 147|Glutaric acid 814.40 [ 2105.937 174|N-a—Acetyl-L-Lysine 2 Major:C12989
504.35 | 1413.330 104|Hydrocinnamate 820.10 | 2121.460 352|Guanine
508.60 | 1421.342 147|3-Methylglutarate 823.65 [ 2131.127 219|Caffeic acid
517.80 | 1438.688 218[homoserine 849.50 | 2201.595 218|Cystathionine
530.25 | 1462.161 147|Citramalic acid 853.80 | 2213.846 290|5-Hydroxyindoleacetate
537.90 | 1476.584 147|Malic acid::C00149 854.00 [ 2214.416 202|Tryptophan
540.55 | 1481.580 147|Malic acid::C00149 854.35 [ 2215.413 174|Cystamine
540.75 | 1481.957 217|Threitol 857.00 [ 2222.963 174|Tryptamine
543.30 | 1486.765 179]|Nicotinamide 862.50 [ 2238.632 117|Octadecanoate:C01530
552.00 | 1503.390 232|Aspartic_acid:C00049 865.50 [ 2247.179 117|Octadecanoate::C01530
554.05 | 1507.526 267]Acetylsalicylic acid 933.85 [ 2449.567 217]|Uridine_2 Minor::C00299
554.65 | 1508.737 232]|Aspartic acid:C00049 936.35 | 2457.297 217]|Uridine_2_Minor::C00299
557.50 | 1514.487 176|Methionine 991.80 [ 2634.669 117|Behenic acid
557.75 | 1514.992 178|a—Phenylglycine 1002.35 | 2669.906 204|b-Lactose 2 Minor:C01970
558.35 | 1516.203 230|trans—4-Hydroxy—L—proline::C01157 1003.25 | 2672912 204 |b-Lactose_2 Minor:C01970
560.35 | 1520.238 230(trans—4-Hydroxy—L-proline:C01157 1015.90 | 2715.569 361|Trehalose
560.40 | 1520.339 156|Pyroglutamic acid:C01879 1021.65 [ 2735.288 204|Lactitol
562.15 | 1523.870 174]4-Aminobutyric acid 1194.10 | 3346.387 217]|1-Kestose::PubChem:440080
565.00 [ 1529.621 156|Pyroglutamic acid:C01879 1199.10 | 3361.566 217]|1-Kestose::PubChem:440080
565.90 | 1531.437 156|Pyroglutamic acid:C01879

% 2

AR 1 T — X AFTZ oy

[tz RN [REEE (58 M4=EyE RIS |(REFEE BS
[Boric acid-3TMS 6.729 982| _ 263.0 |Rhamnose-meto-4TMS(2) 18.343 1753|2774
i ™S 7576 1025] __102.1 |Glutaconic acid-3TMS(2) 18.355 1754 346.0
Pyruvic acid-meto-TMS 7.926 1043] _ 174.0 [Fucose-meto-4TMS(1) 18.355 1754] __277.0
Trichloroacetic acid-TMS 8.159 1055] _ 193.0 [Putrescine-4TMS 18.411 1759 174.1
Lactic acid-2TMS 8.198 1057 219.0 [Fucose-meto-4TMS(2) 18513 1768 __277.0
Caproic acid-TMS 8392 1067]  173.0 [Mannose-5TMS(1) 18.547 17712174
Glycolic acid-2TMS 8451 1070] 2050 [3-Methoxy—4 acid-2TMS 18.593 1775] 3120
Pyruvic acid-2TMS 8.800 1088] _ 217.0 [Glycerol 3- 4TMS 18.627 1778 4452
Alanine-2TMS 9.087 nﬁ' 190.0 [Xylose-4TMS(2) 18.695 1784 2171
3-Hydroxypropionic acid-2TMS 9.780 1142]  219.0 [Glutamine-3TMS 18.706 1785 3620
3-Hydroxybutyric acid-2TMS 10082 11% 233.0 | Azelaic acid-2TMS 18.865 1799 3170
3-Hydroxyi ic acid-2TMS 10117 1161]  233.0 [2-Deoxy-glucose-meto-4TMS 19.026 1814 3191
Malonic acid-2TMS 10875 1204|2330 [2-Deoxy-glucose-4TMS(2) 19,048 1816 2721
lyceraldehyde-meto-2TMS(1) 10940 120§| 160.1 [Shikimic acid-4TMS 19.080 1819 3721
3 isobutyric acid-2TMS 10988 1211]_ 218.0 [2-Aminopimelic acid-3TMS 19.001 1820 2742
acid-2TMS 11.069 1216 2470 ]G —5TMS(1) 19.134 1@' 217.1
Valine-2TMS' 11133 1220] _ 218.0 |Fructose-5TMS(1) 19.209 1831] 4370
Glyceraldehyde-meto-2TMS(2) 11.150 1221]  160.1 [Arginine-3TMS 19.262 1836 256.2
Di 2TMS 11.166 1222]  189.0 [Omnithine-4TMS 19.262 1836 1741
Urea-2TMS 11.408 1237]  189.0 [Psicose-5TMS(2) 19.273 1837] 4370
4-Hydroxybutyric acid-2TMS 11.424 1238] 2330 [Citric acid-4TMS 19.295 1839 3630
[Benzoic acid-TMS 11634 1251 179.0 [Isocitric acid-4TMS 19.295 1839 4650
Octanoic acid-TMS 11812 1262]  201.0 [Fructose-5TMS(2) 19.295 1839 4372
hanol-3TMS' 11.990 1273] _ 174.1 [Glucuronic acid lactone-3TMS(1) 19.316 1841] 2870
Leucine-2TMS 12.054 1277|2320 [Psicose-5TMS(1) 19.316 1841] 4374
Glycerol-3TMS 12070 1278] _ 218.0 [Tagatose-5TMS(1) 19.349 1844 4371
™S 12.086 1279 174.0 [Myristic acid-TMS 19.413 1850 2850
Phosphoric acid-3TMS 12.086 1279] _314.0 [Glucuronic acid lactone-3TMS(2) 19.456 1854] 2300
allo-Isol 2TMS 12.426 1300 232.0 [Gal —5TMS(2) 19.606 1868 2171
Isoleucine—2TMS 12.426 130@1 2320 5TMS(2) 19.649 1872] 2174
4- butyric acid-2TMS 12.455 1302] 2322 [Allose-5TMS 19671 1874] 2174
Proline—2TMS 12514 mo%l 216.0 |Psicose-5TMS(3) 19.682 1875 4371
Maleic acid-2TMS 12514 1306] 2450 [1.5-Anhydro-glucitol-4TMS 19.692 1876] 3622
2-Octenoic acid-TMS 12618 1313]  199.0 [Tagatose-meto-5TMS(1) 19.724 1870 3641
Succinic acid-2TMS 12618 1318|2470 [Psicose-meto-5TMS(1) 19.800 1886 3071
Glycine-3TMS 12.662 1316] 2481 [Sorbose-5TMS 19.896 1895 4371
Catechol-2TMS 12.824 1327] _254.1 |Sebacic acid-2TMS 19.907 1896] 3310
Methylsuccinic acid-TMS 12.824 1327] _261.0 |Tagatose-5TMS(3) 19.918 1897 4371
Glyceric acid-3TMS 13.001 1330|2920 |Psicose-meto-5TMS(2) 19.929 1898 3074
Fumaric acid-2TMS 13.090 1345|2450 |Tagatose-meto-5TMS(2) 19.929 1898] _ 364.1
Uracil-2TMS 13.105 1346] 2550 [Sorbose-meto-5TMS(1) 19.980 1903 3071
Gitraconic acid-2TMS 13238 1355|2500 |Fructose-meto-5TMS(1) 19.991 1904 __307.0
Propionylglycine-TMS 13297 1359 188.0 |Gal ine-5TMS(1) 20.011 1%‘ 203.1
Serine-3TMS 13.415 1367] 3060 [Sorbose-meto-5TMS(2) 20032 1908[  307.1
Isobutyrylglycine-TMS 13.784 1392]  202.0 [5-Dehydroquinic acid-meto-4TMS 20042 1909 2241
Threonine-3TMS 13843 1396] _ 291.0 [Allose-meto-5TMS(1) 20052 1910[ _ 319.1
5-Aminovaleric acid-2TMS 13.902 1400] __156.1 |Fructose-meto-5TMS(2) 20072 1912[ _ 307.1
3-Aminopropanoic acid-3TMS 14.394 1436] _ 290.1 [Tagatose-5TMS(4) 20,093 1914 4371
Decanoic acid-TMS 14682 1457] 2200 [4-t acid-3TMS 20.134 1918] 3080
Homoserine-3TMS 14695 WAf&I 292.1 [Mannose-meto-5TMS(1) 20.134 1918] 3190
Erythrulose-meto-3TMS(1) 14983 1479] 1721 |Tagatose-5TMS(5) 20.144 1919 3191
Isovalerylglycine-TMS 15.002 1487 216.0 |Glucose-5TMS(1) 20175 1922] 2171
Erythrulose-meto-3TMS(2) 15.119 143:9‘ 262.1 |Psicose-5TMS(4) 20.185 1923] 3191
Malic_acid-3TMS 15215 1496] 2330 |G —meto-5TMS(1) 20.205 1925]  319.0
Threitol-4TMS 15423 1512] 307.1 |Glucose-meto-5TMS(1) 20.257 1930] 3191
N-Acetylserine=2TMS 15.436 1513] _ 261.1 [Allose-meto-5TMS(2) 20.328 1937] 3191
Isovalerylglycine-2TMS 15,500 1518] _ 288.0 [Mannose-meto-5TMS(2) 20.328 1937] 3190
meso—Erythritol-4TMS 15538 1521] 307.0 [Lysine-4TMS 20.349 1939 3172
Aspartic_acid-3TMS 15.640 1520] 3340 [Histidine—3TMS 20.369 1941 3710
T™MS 15653 15@1 293.0 |5-Dehydroquinic acid-5TMS 20.420 1946 4331
5-Oxoproline—2TMS 15.704 1534 2580 |Gl ine-5TMS(1) 20.420 1946 3041
Thiodiglycolic acid-2TMS 15742 1537 294.0 |Gal —meto-5TMS(2) 20.441 1948] 3191
4-Hydroxyproline-3TMS' 15.755 15:g| 332.0 | Coniferyl alcohol-2TMS 20.461 1950 3241
4= butyric acid-3TMS 15793 1541] 304.1 |Glucose-meto-5TMS(2) 20471 1951  319.1
Pyrogallol-3TMS 16.022 1% 342.1 | Coniferyl aldehyde-meto-TMS(1) 20512 1955 2791
Cysteine-3TMS 16.137 1568] 2181 [Tyrosine-3TMS 20.543 1958] 3820
3-Hyd ic acid-2TMS 16.188 1572] 2820 [Coniferyl aldehyde-meto-TMS(2) 20.584 1962] 2791
Threonic acid-4TMS 16214 1574 292.2 [Mannitol-6TMS 20.625 1966]  319.2
2-Hydroxyglutaric acid-3TMS 16328 1583] 349.0 [Glucuronic acid-meto-5TMS(1) 20.696 1973 3331
2-Isopropylmalic_acid-3TMS 16.456 1593 3491 [Ascorbic acid-4TMS 20.717 1975 3321
Pimelic acid-2TMS 16.605 1605] _ 289.0]al ine-5TMS(2) 20.727 1976] 3041
ic acid-3TMS 16.689 1612] 3471 [Sorbito-6TMS 20.727 1976] 3191
3-Hydroxy-3-mett ic acid-3TMS 16701 1613] _ 363.0 |Galactitol-6TMS 20.747 1978] 3192
Hypotaurine-3TMS 16.749 1617] _ 188.1 [Galacturonic acid-meto-5TMS(1) 20.768 1980 3331
3- lutaric acid-3TMS 16.796 1621 3481 [Tryptamine-2TMS 20.788 1982 2031
Ornithine-3TMS' 16.832 1624] 348.1 [Indol-3-acetic acid-2TMS 20.808 1984 3190
Lyxose-4TMS(1) 16.832 1624] _ 217.1 | Galacturonic acid-5TMS(1) 20.829 1986] _ 305.1
Cadaverine-3TMS 16.880 1628] _ 174.1 |Gal 5TMS(2) 20.880 1991] 2034
Arabinose-4TMS(1) 16952 1634 217.1 |Glucuronic acid-meto-5TMS(2) 20.880 1991] 3334
4-Hydroxybenzoic acid-2TMS 16976 1636] 2820 |Glucuronic acid-5TMS(1) 20.931 1996] _305.1
Pl ine-2TMS 17.048 1642] _ 218.0 [N-Acetyl-Omnithine-4TMS 20.942 1997 1744
Asparagine-4TMS 17.096 1646] __303.1 | Galacturonic acid-meto-5TMS(2) 20.972 2000 333.1
Rhamnose-4TMS(1) 17.096 1646 204.1 [Glucose-5TMS(2) 20.991 2002 217.1
Tartaric acid-4TMS 17192 | 1654] 2920 [Inositol-6TMS(1) 21.166 2020] _ 318.1
H I ™S 17.204 1655 302.0 [Gluconic acid-6TMS 21.400 2044] _ 333.1
Ribose-4TMS(1) 17.228 w%‘ 217.1 | Glucuronic acid-5TMS(2) 21410 2045] _ 305.1
Ribose-4TMS(2) 17336 1666] _ 217.1 [Palmitic acid-TMS 21419 2046|3130
Arabinose-4TMS(2) 17348 1667] 217.1 |Glucaric acid-6TMS 21.546 2059 333.1
Lyxose-meto-4TMS(1) 17.395 1671] _307.0 | Galacturonic acid-5TMS(2) 21.555 2060 305.1
Ribose-4TMS(3) 17419 1673  217.1 [3-t ic acid ~3TMS 21.692 2074 4190
Threo-b-hydroxyaspartic acid-4TMS 17431 1674 292.1|N ine-meto-4TMS 22075 2114 3192
Lyxose-4TMS(2) 17.443 1675] _ 217.1 [Inositol-6TMS(2) 22.242 2132 318.1
Xylose-meto-4TMS 17455 1676] 3071 3 ic acid-2TMS 22.605 21712010
H 3TMS 17467 1677] _ 234.1 |Linoleic acid-TMS 23035 2218] 3373
Lyxose-meto-4TMS(2) 17515 1681]  307.0 [Oleic acid-TMS 23.071 2222 3393
Asparagine-3TMS 17527 1682] _ 348.0 |Elaidic acid-TMS 23116 2227|3392
2-Hydroxyadipic acid-3TMS 17539 1683] _ 363.0 [Stearic acid-TMS 23.267 2244 3410
Arabinose-meto-4TMS 17539 1683]  307.1 [Tryptophan-3TMS 23.329 2251 4050
Ribose-4TMS(4) 17635 1691]  217.1 [Fructose 1-phosphate-meto-6TMS(1) 24117 2341 387.1
Fucose-4TMS(1) 17683 1695]  217.1 [Fructose 1-phosphate-meto-6TMS(2) 24.160 2346 387.1
Ribulose-meto-4TMS 17707 1697]  263.1 [Inosine-4TMS 26.280 2605 281.1
Ribose-meto-4TMS 17719 1698] _ 307.1 [Adenosine-4TMS 26.834 2670 245.1
Xylulose-meto-4TMS 17719 1698]  263.2 [Sucrose-8TMS 27138 271% 4372
Ribulose—4TMS 17765 1702]  306.1 [Lactose-meto-8TMS(1) 27.662 2760 3612
Rhamnose—4TMS(2) 17958 1719] 2041 [Lactose-meto-8TMS(2) 27843 2779] 3612
ipic_acid-oxime-3TMS 18015 1724 3020 |Gy —5TMS 28.131 2808 3682
1,6-Anhydroglucose-3TMS 18.026 1725] _ 333.1 [Trehalose-8TMS 28175 2812 361.1
Xylose-4TMS(1) 18105 1732] 2171 [Maltose-meto-8TMS(1) 28.230 2817]  361.1
Xylitol-5TMS 18105 1732] 3071 [Lactitol-9TMS 28.538 2845 361.1
Fucose-4TMS(2) 18173 1738] 2171 [Maltose-meto-8TMS(2) 28.549 2846 361.1
Rhamnose-meto-4TMS(1) 18230 1743] 2771 |Maltito-9TMS 29.430 2923 3612
Arabitol-5TMS 18241 1744] 3191 meto-8TMS(1) 29.731 2947 3612
Glutamine-4TMS 18298 1749 227.1 1 meto-8TMS(2) 30.183 2983[ 3612

Ribitol-5TMS 18300 1750 319.1

AR 2 TT — X AFTZ Y
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000000 (OPLS-DA)
Scaled proportionally to R2X
Colored according to classes in M2

YTT2013MS-3
YTT2013MS-9
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000000 (OPLS-DA)
S-Plots

e
@4—Aminobutyric acid @

Caffeic acid

6

fE

ST otk (OPLS—DANXRS—Plots)

| Var ID (Primary) M2.p[1]||M2.p(corr)[1]
4-Aminobutyric acid||—-0.442447 —0.569968
Leucine -0.212369 —0.502964
|
Y 0 _ S Q
X5 fEMFEOLE: (OPLS—DAKOS—Plots)
0000000 (OPLS-DA) Processed 0000000 (OPLS-DA)
Scaled proportionally to R2X Unprocessed S-Plots
Colored according to classes in M4
tic acid
\ | Ketoi@@IBGeiace
YVI92013548-1 ‘M&ﬁ no{Emur@ac'd
VTI013MS-8 @y |, ZpLgNe
M B:10 - YTH2013HSN-4 AP
YM%S(@ 2013HBN-3 L Iggd + Isocit
YTI2013MB-5> @ w2,  YTH0I3HEN 10
YTHZOIW@%@E% Q) L g o VTH2013H o
\‘ 20\ SMB 5 _ @ 013HBN-1 ‘:i e . -
Wm@@ ?Bgomqs 2 N2 dgrial eéjVar ID (Primary) M4.p[1]|M4.p(corr)[1]
/ Uuco; 38 T
YTH2013HS-5 Wi Aminot@iie ST 4-Aminobutyric acid (-0.334845| -0.560029
© @ @m2013ms-5 b@ FSoass @ vere .
YTT2013MS-4 @ B B
. AN Fructose 0.373448 0.656154
- Leucine 1—0.230472 -0.698437
Sorbose(or Fructose)|| —0.44836 -0.72778
Tagatose(or Psicose)| —0.31959|| -0.702447
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1.14679 * ta[1]

. Japan

China

ElE & PEEDIESB (OPLS-DA)
Scaled proportionally to R2X
Colored according to classes in M9
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1.02931 * 1[1]
0.073 R2X[XSide Comp. 1] = 0.283 Ellipse: Hotelling's TZ2 (95%)
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@2—Aminoetlanol Var ID (Primary)| M9.p[1]||M9.p(corr)[1]
2—-Aminoethanol [-0.202932| -0.572545

| | | | | | | | . Glucosamine 0.275163 0.753211
03 02 ol p[ol] 01 Glycerol 0311078  0.521925
R2X[1] = 0.073 Malonic acid 0.219339 0.72107
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