
 
Table S1. The ROC AUC. 

 AUC 

LPE(0:0/16:0) 0.889 

Deoxycholic acid glycine conjugate 0.889 

Equol 4'–O–glucuronide 1.000 

Glycocholic acid 0.917 

m–Methylhippuric acid 0.917 

p–Cresol sulfate 0.736 

10–Hydroxy–9–(phosphonooxy)octadecanoate 0.972 

Argininic acid 0.889 

Sphinganine 1–phosphate 1.000 

Estriol 3–sulfate 16–glucuronide 0.917 

3–Hydroxyoctanoic acid 0.861 

3–Dehydrocarnitine 0.889 

Docosahexaenoic acid 1.000 

3–Hexenedioic acid 0.944 

LPE(0:0/20:3） 0.944 

Erythrulose 0.778 

LPC(15:0) 0.972 

2–Ketobutyric acid 1.000 

Glycocholic acid 0.889 

Alanine 0.917 

Lactic acid 0.917 

LPE(0:0/16:0) 0.889 

 

Chromatographic and mass spectrometric conditions 

HPLC analysis was performed using a Waters UHPLC-Q-TOF/MS system (Waters, USA). Plasma samples 

(5 mL) were injected into an ACQUITY UPLC BEH C18 column (2.1×100 mm×1.7 μm, Waters), The column 

temperature was 40°C, and the flow rate was 0.3 mL min-1. Q-TOF/MS was equipped with electrospray 

ionisation in negative mode. The MS parameters were as follows: drying gas temperature, 450°C; drying 

gas flow, 10mL /min; desolvation gas flow, 800 L/h; capillary voltage, 2.5kV; Ionization source 

temperature, 100℃; reference ions [M-H]-=554.2615; data acquisition range, m/z 50-1000Da.  

 



Table S2. The correlation matrix of 22 Biomarkers 
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Table S3. UHPLC–Q–TOF/MS gradient elution method 

T(min) Phase A（0.1% formic acid) 

in water 

Phase B (0.1% formic acid) 

in acetonitrile 

0 98 2 

5 94 6 

10 87 13 

15 85 15 

20 80 20 

25 72 28 

30 60 40 

35 15 85 

40 15 85 

42 98 2 

45 98 2 

spectrometric conditions: 

The MS parameters were as follows: drying gas temperature, 450°C; drying gas flow, 10mL /min; 

desolvation gas flow, 800 L/h; capillary voltage, 2.5kV; Ionization source temperature, 100℃. 

 


