Corynanthine
Terephthalic acid

N-Undecylbenzenesulfonic acid

4 5-Dimethoxy-1,2-benzenedicarboxylic acid

2 4-Dimethylbenzaldehyde

p-Octopamine

.omega.-3 Arachidonic acid methyl ester
125-Hydroxy-5Z,8Z,10E,14Z-eicosatetraenoic acid
Acylcamitine 11:0 08
Acylcamitine 11-
Acylcarnitine 13:0
Acylcarnitine 13:1 I 0.
Acylcarnitine 8:0

Acylearnitine 8:1 0.2
Cis—8,11,14,17-Eicosatetraenoic acid

Docosahexaenoic acid

Docosapentaencic acid I o

Dodecylbenzenesulfonic acid
Eicosapentaenoic acid

Methyl 4 8-decadienoate

Palmitic acid

trans-2-Hexenyl 2-methylbutyrate
trans-3-Octenedioic acid
1-Stearoyl-2-docosahexaenoyl-sn—glycero—3-phosphocholine
LysePC 15:0

LysoPC 20:4

LysoPC 20:5

LysoPC 22:5

LysoPC 22:6

PC(16:0/18:1(92))
PC(18:0/20:4(5Z,8Z,11Z,14Z))

Pl 32:0; PI(16:0/16:0)

P132:1; PI(16:0/16:1)

P134:1; PI(16:0/18:1)

P134:2; PI(16:0/18:2)

Pl 36:1; PI(18:0/18:1)

P136:2; PI(18:0/18:2)

P136:3; PI(18:1/18:2)

P136:4; PI(16:0/20:4)

P137:4; PI(17:0/20:4)

Pl 38:3; PI(18:0/20:3)

Pl 38:4; PI(18:0/20:4)

P 38:5; PI(18:1/20:4)

Pl 38:6; PI{16:0/22:6)

P1 40:5; PI(18:0/22:5)

Pl 40:6; PI(18:0/22:6)

Plasmenyl-PC 34:2; PC(P-14:0/20:2)
Plasmenyl-PC 36:3; PC(P-14:0/22:3)
Plasmenyl-PC 38:3; PC(P-16:0/22:3)
SM 41:1; SM(d14:0/27:1)

SM 42:2; SM(d14:0/28:2)
~ Ursodeoxycholic acid

Xanthine

3=Butylpyridine
2-Amino-3,4-dimethylimidazo[4,5-flquinoline
Tryptophan

Saccharin
1H=Indole-3-carboxamide, 1=(5-flucropentyl)=MN-tricyclo[3.3.1.1(3,7)]dec-1-yl-
Perflucrohexane sulfonic acid
Perfluorooctanoic acid

Memantine

Phosphochaline
2-frans-6-cis-Dodecadienal
2,5-Undecadienal
3,4-Dimethylbenzaldehyde
2-Furanpropancic acid, 3-carboxy—4-methyl-5-propyi—
N-{4-Hydroxyphenyl)glycine

|

] 2-(5-Oxovaleryl)phosphatidylcholine
Arachidenaylserinol
M-Arachidencyl-L-alanine
1,2-Dimethylimidazole
.delta. -Dodecalactone
.epsilon.—Caprolactam
CaocamidopropylBetaine

GGT HDL-C LDL-C TC TG

THH A

}

Supplementary Figure 1

Alkaloids and derivatives

Benzencids
Lipids and lipid-like molecules

Organic nitrogen compounds

Organic oxygen compounds

Organchalogen compounds

Organoheteracyclic compounds
. Unknown

A. The correlation heatmap of 74 differential metabolites related with cardiometabolic risk features,
including HDL-C, LDL-C, TC, TG and GGT. Two-sided spearman correlations are shown. *p<0.05,

#4p< 0,001,

HDL-C, high-density lipoprotein cholesterol; LDL-C, low-density lipoprotein cholesterol; TC, total

cholesterol; TG, triglyceride; GGT, y-glutamyl transferase.



Ursodeoxycholic acid
i

Ursodeoxycholic acid

Deoxycholic acid

LI.JL-C ) ' . . PCSKQ . ' ‘ ’ ..PCSKQ i
Supplementary Figure 2
A. The scatter plots illustrating the correlations between Ursodeoxycholic acid, Deoxycholic acid, and

PCSKO9 levels with LDL-C.

LDL-C, low-density lipoprotein cholesterol.
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Supplementary Figure 3

A. Relative abundance of metabolites shown in figure 6¢. Data were presented as median values + SD.

p<0.05, **p< 0.01, ***p< 0.001.



