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Scheme S1: The chemical structures of N,N-dibenzoyloxalamide and its derivatives. The 

numbering of the molecules pertains to their substituents given in the table. 
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Figure S1: 400 MHz 1H spectrum of molecule 1 in the solvent CDCl3. 
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Figure S2: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 1 in the solvent CDCl3 

showing scalar coupling 1JNH. 
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Figure S3: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 1 in the solvent DMSO-d6 

showing scalar coupling 1JNH. 
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Figure S4: 400 MHz 1H spectrum of molecule 3 in the solvent CDCl3. 
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Figure S5: 800 MHz 2D 1H-15N Coupled HSQC spectrum of molecule 3 in the solvent CDCl3 

showing scalar coupling1
JNH. 
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Figure S6: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 3 in the solvent DMSO-d6 

showing scalar coupling1
JNH. 
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Figure S7: 400 MHz 1H spectrum of molecule 4 in the solvent CDCl3. 
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Figure S8: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 4 in the solvent CDCl3 

showing scalar coupling 1JNH. 
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Figure S9: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 4 in the solvent DMSO-d6 

showing scalar coupling 1JNH. 
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Figure S10: 400 MHz 1H spectrum of molecule 5 in the solvent CDCl3. 
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Figure S11: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 5 in the solvent CDCl3 

showing scalar coupling 1JNH. 
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Figure S12: 800 MHz 2D 1H-15N coupled HSQC spectrum of molecule 5 in the solvent DMSO-

d6 showing scalar coupling 1JNH. 
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Figure S13: Delocalization indices of molecule 1 determined using QTAIM 
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Figure S14: Delocalization indices of molecule 2 determined using QTAIM 
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Figure S15: Delocalization indices of molecule 3 determined using QTAIM 
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Figure S16: Delocalization indices of molecule 4 determined using QTAIM 
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Figure S17: Delocalization indices of molecule 5a determined using QTAIM 
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Figure S18: Delocalization indices of molecule 5b determined using QTAIM 
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