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Category ) A} A (metabolites) 773 (&)

Amine Adenosine

Amino acid Alanine, Oxoproline, Serine, Threonine, 3

Organic acid Azelaic acid, Citrate, DL-3-aminoisobutyrate, Fumarate,

Galactonate, Gluconic acid lactone, Glycerate, Glycolate,

Oxalate, Pyrrole-2-carboxylate, Succinate, Terephthalate, 3

Fatty acid I-monopalmitin, 1-monostearin, Arachidic acid, Decanoic acid,
Dodecanoic acid, Heptadecanoic acid, Lignoceric acid, Myristic
acid, Nonanoic acid, Oleic acid, Palmitic acid, Pentadecanoic

acid, Stearic acid

Sugar and sugar |1,5-anhydroglucitol, Fucose, Galactose, Glucose, Glycerol,
alcohol Mannitol, Mannose, Myo-inositol, Sorbitol, Threitol, Threose,

Trehalose

Miscellaneous 1,2,4-benzenetriol, Phosphate, Salicylaldehyde, Squalene

(2) OPLS-DAE o] &3 34 A+ L A7 27 ALA] 2E =)o)
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Aol 127E T4 8487 dAA o Hd &S gletar Fie Shatef
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A7 sk o] Frdhs W Far AU S90S w o] A A =2 dfARA
R ado]l @A E] A EE = Als GRS THER 2). T sk A7 g
225 - 3F= OPLS-DA B dlo] T A 4 & & f-oln| sl Al 9] F A&l &=
2 go] 7Hg 3 A Ay B.7] Y3to] permutation testS 71 3 3HS1 a1, 71 R2 %k Q2
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(3) Mann Whitney U testE ©] &3 3 &3-Fol5o=
T o) 7ol kel gl A folvlahil S AR A Hels]
Asl, 371 48711 2] thAlE A ol Mann Whitney U testE 58l 4] 21 5] -7H&
AT (3R 3). 7L A3, 10 7R 9] thAbE Aol B fhabe] ez ol A
frejulstA Sk 2SRl (3 4). 74 A 2 2= 1,5-anhydroglucitol,
[-alanine, threonine, pentadecanoic acid, mannose, threose, sorbitol, serine, alanine,
squalene 10711 2] A=A o] Z17g iz Bl Tty 3ol =& A
FrolA oz v w2 AE gl 5= v 1071 2] thiAb=2 < threonine,
pentadecanoic acid, mannose, threose, sorbitol, serine, alanine, squalene% o) 2
] Gty Shxfoll A d 2ol kAL, ¥ 1,5-anhydroglucitol, -alaninet=
s e e satol A e aeEo] Yottt o] & & A 3= MetaMapp =
Fd3keto] HER AT (5 2).
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[3£3]
A=A Sy 3z (717 Fold change |p value

(median) =t (B /o2

(median)

1,5-anhydroglucitol 365 2604 0.14 3.78.E-08
threonine 723 455 1.59 1.28.E-03
pentadecanoic acid 2935 2415 1.22 6.97.E-03
mannose 845 427 1.98 1.34.E-02
threose 314 210 1.50 1.34.E-02
sorbitol 281 199 1.41 2.06.E-02
serine 331 194 1.70 2.16.E-02
alanine 588 446 1.32 2.26.E-02
squalene 259 172 1.51 2.47.E-02
[-alanine 15943 21172 0.75 4.53.E-02
DL-3-aminoisobutyrat (4348 5259 0.83 5.33.E-02
e
trehalose 433 289 1.50 7.30.E-02
citrate 3850 8216 0.47 7.58.E-02
oxoproline 18103 11538 1.57 7.87.E-02
mannitol 502 340 1.47 8.80.E-02
fumarate 1334 1127 1.18 1.26.E-01
myristic acid 743 710 1.05 1.34.E-01
decanoic acid 930 776 1.20 1.49.E-01
palmitic acid 325987 303955 1.07 1.69.E-01
stearic acid 22754 21299 1.07 1.80.E-01
threitol 393 348 1.13 2.23.E-01
glycerol 25243 38472 0.66 2.58.E-01
glycolate 1448 1103 1.31 2.80.E-01
salicylaldehyde 696 641 1.09 2.88.E-01
adenosine 181 152 1.19 3.21.E-01
azelaic acid 138 133 1.03 3.56.E-01
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succinate 908 671 1.35 3.56.E-01
phosphate 321326 345026 0.93 3.75.E-01
glycerate 373 347 1.07 4.03.E-01
lignoceric acid 1373 1283 1.07 5.08.E-01
nonanoic acid 906 864 1.05 5.08.E-01
glucose 2774 3070 0.90 5.42.E-01
arachidic acid 299 258 1.16 5.66.E-01
galactose 2239 2225 1.01 6.14.E-01
heptadecanoic acid (412 380 1.08 6.14.E-01
dodecanoic acid 502 555 0.91 7.15.E-01
gluconic acid lactone |166 169 0.98 7.15.E-01
terephthalate 367 388 0.95 7.28.E-01
oleic acid 503 527 0.95 7.94.E-01
myo-inositol 5814 4962 1.17 8.07.E-01
pyrrole-2-carboxylate (382 371 1.03 8.07.E-01
[-hydroxybutyrate 298 320 0.93 8.48.E-01
fucose 1838 1744 1.05 8.89.E-01
galactonate 238 232 1.03 9.44.E-01
oxalate 24031 23295 1.03 9.44.E-01
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[66]  [IF4]
Category |tHAI=4 S 2} (717 o) &+ |Fold change  |p value
(T |[(FLEH (B =/t 2=ah)

obn| Ak ek 588 446 1.32 2.26.E-02
A= 331 194 1.70 2.16.E-02
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