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Figure S1. Data quality evaluation for untargeted metabolomics using PCA. PCA score plot of (a) 

QCs and cortex samples based on GC-MS data, model parameter: R2X=0.48, Q2=0.366; (b) QCs 

and medulla samples based on GC-MS data, model parameter: R2X=0.671, Q2=0.568; (c) QCs and 

cortex samples based on LC-MS data, model parameter: R2X=0.593, Q2=0.307, and (d) QCs and 

medulla samples based on LC-MS data, model parameter: R2X=0.629, Q2=0.297. 

 



 

Figure S2. Data quality evaluation for untargeted metabolomics using RLA plot. RLA plot of (a) 

QCs of cortex in GC-MS analysis; (b) QCs of medulla in GC-MS analysis; (c) QCs of cortex in LC-

MS analysis, and (d) QCs of medulla in LC-MS analysis. 



 

Figure S3. OPLS-DA score plots of (A) cortex samples based on GC-MS data; (B) cortex samples 

based on LC-MS data; (C) medulla samples based on GC-MS data and (D) medulla samples based 

on LC-MS data. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Figure S4 Histogram of the number of metabolites. (a) Metabolites in sub-cluster 1 and 2 withine 

cluster one and two; (b) Metabolites in sub-cluster 3 and 4 within cluster one and two.



 

Figure S5. Strategy for differential metabolites screening, sensitivity analysis and contributory 

metabolites screening. 


