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Figure. S1. NMR spectra of the aliphatic region of plasma sample (mixture of 30 

metabolites) obtained with the following conditions: (A) gCOSY spectrum recorded 

in 5h  with 32scans and 256 t1 increments. (B) TOCSY spectrum recorded in 11h 

with 64 scans and 256 t1 increments. All the samples were analyzed at 298 K using a 

VARIAN VNMRS 600 MHz NMR SPECTROMETER operating (Varian Inc, Palo 

Alto, Calif) at 599.871 MHz using a 5mm inverse-proton (HX) triple resonance probe 

with z-axis gradient coil. 

 



 

Figure S2. Pathways of Arginine and proline metabolism 



 

Figure S3. Pathways of Glycine, serine and threonine metabolism 

 

Figure S4 Pathways of Alanine, aspartate and glutamate metabolism 

 



 

Figure S5. Pyruvate metabolism



Table S1. Results from Pathway Analysis with MetPA from plasma 

 

Total is the total number of compounds in the pathway; the hits is the actually matched number from the user uploaded data; the raw p is the original p value 

calculated from the enrichment analysis; the impact is the pathway impact value calculated from pathway topology analysis. 

Pathway Name Total 

componds 

Expected Hits Raw p FDR impact metabolites 

Glycine, serine and 

threonine metabolism 48 0.31907 3 0.003474 0.05559 0.28506 threonine ,  creatine ,  glycine 

Arginine and proline 

metabolism 
77 0.51184 5 9.75E-05 0.0039 0.26671 glutamine, arginine, creatine, creatinine, proline 

Alanine, aspartate and 

glutamate metabolism 
24 0.34732 1 0.14857 0.66245 0.20703 glutamine 

Pyruvate metabolism 32 0.21271 1 0.14857 0.66245 0.20703 acetate 


