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Figure S1. IR spectrum of 7-hydroxy-4-methyl-2H-chromen-2-one (1). 
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Figure S2. 1H NMR spectrum of 7-hydroxy-4-methyl-2H-chromen-2-one (1). 
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Figure S3. 13C NMR spectrum of 7-hydroxy-4-methyl-2H-chromen-2-one (1). 
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Figure S4. DEPT spectrum of 7-hydroxy-4-methyl-2H-chromen-2-one (1). 

 

 
Figure S5. IR spectrum of 7-hydroxy-4-methyl-8-nitro-2H-chromen-2-one (2). 
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Figure S6. 1H NMR spectrum of 7-hydroxy-4-methyl-8-nitro-2H-chromen-2-one (2). 
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Figure S7. 13C NMR spectrum of 7-hydroxy-4-methyl-8-nitro-2H-chromen-2-one (2). 
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Figure S8. DEPT spectrum of 7-hydroxy-4-methyl-8-nitro-2H-chromen-2-one (2). 



Table 1. HOMO-LUMO (Structures-compound 1). 
 B3LYP CAM-B3LYP B3PW91 WB97XD M06 

LUMO+4 

     

LUMO+3 

     

LUMO+2 

     

LUMO+1 

     

LUMO 

    
 

HOMO 

     

HOMO-1 

     

HOMO-2 

     

HOMO-3 

     

HOMO-4 

    
 

 
  



Table 2. HOMO-LUMO (Structures compound 2). 
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