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Abstract: A facile, atom-economic synthesis of isoxazilidino withaferin, a novel hybrid of 

withaferin A, has been accomplished via two-step reaction of nitrone synthesis followed by 

nitrone 1,3-dipolar cycloaddition. The reaction is highly chemoselective (preferential reaction 

only on one of the two double bonds present on withaferin A) and diastereoselective affording 

exclusively the cis-fused products. The structure was determined by detailed analysis of 1D, 

2D NMR and mass spectral data. 
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Figure S1: 
1
H NMR of Withaferin A 
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Figure S2: 
1
H NMR of Withaferin A 
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Figure S3: 
1
H NMR of Withaferin A 
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Figure S4: 
1
H NMR of Withaferin A 
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Figure S5: 
1
H NMR of Withaferin A 
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Figure S6: 
13

C NMR of Withaferin A  
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Figure S7: 
13

C NMR, DEPT 90, 135 of Withaferin A  
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Figure S8: HPLC Profilie of Compound 3A 
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Figure S9: Mass Spectra of Compound 3A  
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Figure S10: 
1
H NMR of Compound 3A  
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Figure S11: 
1
H NMR of Compound 3A  
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Figure S12: 
1
H NMR of Compound 3A  
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Figure S13: 
13

C NMR of Compound 3A  
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Figure S14: 
13

C NMR of Compound 3A  
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Figure S15: DEPT 135 of Compound 3A  
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Figure S16: COSY of Compound 3A  
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Figure S17: NOESY of Compound 3A  
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Figure S18: HMBC of Compound 3A  
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Figure S19: HMBC of Compound 3A  
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Figure S20: HSQC of Compound 3A  
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Figure S21: HPLC Profile of Compound 3B 
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Figure S22: Mass Spectra of Compound 3B 
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Figure S23: 
1
H NMR of Compound 3B 
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Figure S24: 
1
H NMR of Compound 3B 
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Figure S25: 
1
H NMR of Compound 3B 
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Figure S26: 
1
H NMR of Compound 3B 
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Figure S27: 
13

C NMR of Compound 3B 
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Figure S28: DEPT 90 of Compound 3B 
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Figure S29: DEPT 135 of Compound 3B 
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Figure S30: HPLC Profile of Compound 3C 
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Figure S31: Mass Spectra of Compound 3C 
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Figure S32: 
1
H NMR of Compound 3C 
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Figure S33: 
13

C NMR of Compound 3C 
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Figure S34: DEPT 90 of Compound 3C 
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Figure S35: DEPT 135 of Compound 3C 
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Figure S36: Mass Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S37: 
1
H NMR Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S38: 
1
H NMR Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S39: 
1
H NMR Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S40: 
1
H NMR Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S41: 
13

C NMR Spectra of Withaferin-Dinitrone Adduct 5  
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Figure S42: DEPT 90 of Withaferin-Dinitrone Adduct 5  
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Figure S43: DEPT 135 of Withaferin-Dinitrone Adduct 5  
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Figure S44: COSY of Withaferin-Dinitrone Adduct 5  
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Figure S45: NOESY of Withaferin-Dinitrone Adduct 5  



47 
 

 

 

 

 

 

 

 

Figure S46: NOESY of Withaferin-Dinitrone Adduct 5  
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Figure S47: HMBC of Withaferin-Dinitrone Adduct 5  
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Figure S48: HSQC of Withaferin-Dinitrone Adduct 5  


