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Supplementary File 1. NMR Spectrum of synthesized compounds 



 

Spectrum of Soloxolone 1, 1H NMR, 500MHz, CDCl3 

 

 
 

 

 

 



Spectrum of Soloxolone 1, 13C NMR, 125MHz, CDCl3 

 

 
 

  



Spectrum of Compound 2, 1H NMR, 500MHz, CDCl3 

 

 
 

  



Spectrum of Compound 2, 13C NMR, JMOD, 125MHz, CDCl3 

 

  



 

Spectrum of Compound 3, 1H NMR, 500MHz, CDCl3 

 

 



Spectrum of Compound 3, 13C NMR, JMOD, 125MHz, CDCl3 

  
  



Spectrum of Compound 4, 1H NMR, 500MHz, CDCl3 

 
  



Spectrum of Compound 4, 13C NMR, JMOD, 125MHz, CDCl3 

 
   



Spectrum of Compound 5, 1H NMR, 400MHz, CDCl3 

 

 
 

Spectrum of Compound 5, 13C NMR, JMOD, 100MHz, CDCl3 



 

 
Spectrum of Compound 6, 1H NMR, 400MHz, CDCl3 

 



 
Spectrum of Compound 7, 1H NMR, 400MHz, CDCl3 

 



 
 

 

 

Spectrum of Compound 7, 13C NMR, JMOD, 400MHz, CDCl3 

 



 
Spectrum of Compound 8, 1H NMR, 300MHz, CDCl3 



 
Spectrum of Compound 8, 13C NMR, JMOD, 300MHz, CDCl3 



 
  



Spectrum of Compound 9, 1H NMR, 400MHz, CDCl3 

 

 
  



Spectrum of Compound 9, 13C NMR, JMOD, 100MHz, CDCl3 

 
  



Spectrum of Compound 10, 1H NMR, 300MHz, CDCl3 

 
  



Spectrum of Compound 10, 13C NMR, BB, 75 MHz, CDCl3 

 

 
  



Spectrum of Compound 11, 1H NMR, 300MHz, CDCl3 

 

 
Spectrum of Compound 11, 13C NMR, JMOD, 75 MHz, CDCl3 



 

 
  



Spectrum of Compound 12, 1H NMR, 400MHz, CDCl3 

 

 
Spectrum of Compound 12, 13C NMR, JMOD, 400MHz, CDCl3 



 

 



 

Supplementary Table S1 

Detection parameters of 12 and 2,5-BDPO (internal standard) in MRM mode. 

Analyte and its parent ion 

(Q1 m/z, Da) 

Fragment ion (Q3 m/z, 

Da) 
DP, V CE, V CXP, V 

12 (634.5) 

446.4 a) 16 55 10 

144.1 b) 36 41 28 

428.5 b) 91 51 6 

2.5-BDPO (365.3) 

176.2 a) 146 43 18 

336.2 b) 146 31 18 

322.2 b) 146 35 16 
a) Quantifier. 
b) Qualifier. 

 


