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Figure S1: PCA scores plot of all patients and QC samples. The QC samples (green dots) clustered 
closely together, indicating that there was no discernible analytical drift during the course of all the 
1H-NMR analyses. 

  



 

Figure S2: PCA scores plot of all the TBM stages showing no differentiation. 

 

  



 

 

Figure S3: Above: 1D and 2D JRES NMR spectra showing a doublet at 1.55 ppm (above right) and 
quartet at 5.19 ppm (above left). Bottom 2D COSY NMR spectrum showing (yellow circles) that the 
doublet at 1.55 ppm and the quartet at 5.19 ppm are correlated (i.e., they are part of the same chemical 
compound). 

 


