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Supplementary Table 1: Model quality and description 
 
 

Parameter Model Type A N R2X(cum) R2Y(cum) Q2(cum) 

Negative 

M1 PCA-X 6 55 0.334 /  0.0835 

M2 PLS-DA 4 55 0.232 0.991 0.815 

M3 OPLS-DA 1+3+0 55 0.232 0.991 0.499 

Positive 

M1 PCA-X 10 55 0.482 / 0.0847 

M2 PLS-DA 2 55 0.148 0.901 0.74 

M3 OPLS-DA 1+3+0 55 0.233 0.986 0.742 

Note: In PCA analysis, R2X> 0.4 is better;  
In PLS-DA and OPLS-DA analysis, the R2X parameter is not important, mainly R2Y and Q2. The 
two values> 0.5 are better, the closer to 1, the better. Cum means cumulative. A: The 
component number. 
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Supplementary Figure 1. The PCA score plot of the QC samples, the X axis indicates the number of QC samples, 
the Y axis indicates the range of RSD. A) negative mode; B) positive mode. C) Relative standard deviation 
(RSD%) distribution of all metabolites in the pooled quality control (QC) samples. 
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Supplementary Figure 2. Scheme of 10 fold nested cross-validation.  
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Supplementary Figure. 3 The line plot of samples, the X axis indicates the number of samples, the Y axis 
indicates the 95% confidence interval. A) ESI-mode; B) ESI+mode 



A)        

 

 

 

 

 

 

 

 

 

B) 

 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
Supplementary Figure 4. The scores scatter plot of Principal component analysis (PCA) 
model based in untargeted metabolomic profiling of serum sample from NCA-ME and 
control subjects. On a PCA score plot each dot represents a sample. A) show negative 
electrospray ionization (ESI) mode B) show positive electrospray ionization (ESI) mode. 
PC1, first principle component score; PC2, second principle component score; QC, quality 
control sample.  
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Supplementary Figure 5. The partial least squares-discriminant analysis (PLS-DA) model 
of metabolite profiling data. A) scores scatter plot of ESI negative mode, PC1 and PC2 can 
explain 5.4% and 3.1%, respectively, of the dataset total variance; B) scores scatter plot of ESI 
positive mode, PC1 and PC2 can explain 7.5% and 7.5%, respectively, of the dataset total 
variance. C) Permutation test in negative ion data. D) Permutation test in positive ion data. 
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Supplementary Figure 6. The distribution of variable importance in projection (VIP) values (VIP>1.5). A) 

Electrospray ionization in negative mode; B) Electrospray ionization in positive mode. 
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Supplementary Figure 7. The loading plot of PLS-DA model. The metabolites with red box were labeled as 

significant compounds (VIP＞1.5). A) ESI-mode; B) ESI+mode. 
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Supplementary Figure 8. Pathway enrichment analysis of perturbed metabolites. A) At 
negative ion mode B) At positive ion mode. 


