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Preparation of starting material:  
 

3,5-Diarylisoxazoles were prepared by the method of Click chemistry using phenyl acetylene 
derivatives with substituted aldoximes. 

 
F. Himo, T. Lovell, R. Hilgraf, V. V. Rostovtsev, L. Noodleman, K. B. Sharpless and V. V. 
Fokin, J. Am. Chem. Soc., 2005, 127, 210. 
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Spectra 

Phenyl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1a): 1H NMR (400 MHz, CDCl3): 
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Phenyl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1a): 13C NMR (100 MHz, CDCl3): 
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Phenyl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1a): Mass Spectra: 
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(5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (2a): 1H NMR (400 MHz, CDCl3): 
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(5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (2a): 13C NMR (100 MHz, CDCl3): 
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(5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (2a): Mass Spectra: 
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(5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (3a): 1H NMR (400 MHz, CDCl3): 
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(5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (3a): 13C NMR (100 MHz, CDCl3): 
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(5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl)(phenyl)methanone (3a): Mass Spectra: 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(p-tolyl)methanone (1b): 1H NMR (400 MHz, CDCl3): 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(p-tolyl)methanone (1b): 13C NMR (100 MHz, CDCl3): 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(p-tolyl)methanone (1b): Mass Spectra: 
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(4-tert-Butylphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1c): 1H NMR (400 MHz, CDCl3): 
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(4-tert-Butylphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1c): 13C NMR (100 MHz, CDCl3): 
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(4-tert-Butylphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1c): Mass Spectra 
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(4-Methoxyphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1d): 1H NMR (400 MHz, CDCl3): 
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(4-Methoxyphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1d): 13C NMR (100 MHz, CDCl3): 
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(4-Methoxyphenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1d): Mass Spectra: 
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(3-Chlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1e): 1H NMR (400 MHz, CDCl3):  
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(3-Chlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1e): 13C NMR (100 MHz, CDCl3): 
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(3-Chlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1e): Mass Spectra: 
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[1, 1'-Biphenyl]-4-yl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1f): 1H NMR (400 MHz, CDCl3): 
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[1, 1'-Biphenyl]-4-yl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1f): 13C NMR (100 MHz, CDCl3): 
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[1,1'-Biphenyl]-4-yl(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1f): Mass Spectra: 
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Methyl 4-(2-(5-phenylisoxazol-3-yl)benzoyl)benzoate (1g): 1H NMR (400 MHz, CDCl3): 
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Methyl 4-(2-(5-phenylisoxazol-3-yl)benzoyl)benzoate (1g): 13C NMR (100 MHz, CDCl3): 
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Methyl 4-(2-(5-phenylisoxazol-3-yl)benzoyl)benzoate (1g): Mass Spectra: 
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(2,6-Dichlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1h): 1H NMR (400 MHz, CDCl3): 

 

O

N
O

Ph

Cl Cl

 

 

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013



S31 
 

 
 

(2,6-Dichlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1h): 13C NMR (100 MHz, CDCl3): 
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(2,6-Dichlorophenyl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1h): Mass Spectra: 
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(Naphthalen-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1i): 1H NMR (400 MHz, CDCl3): 
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(Naphthalen-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1i): 13C NMR (100 MHz, CDCl3): 
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(Naphthalen-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1i): Mass Spectra: 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(thiophen-2-yl)methanone (1j): 1H NMR (400 MHz, CDCl3): 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(thiophen-2-yl)methanone (1j): 13C NMR (100 MHz, CDCl3): 
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(2-(5-Phenylisoxazol-3-yl)phenyl)(thiophen-2-yl)methanone (1j): Mass Spectra: 
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(Furan-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1k): 1H NMR (400 MHz, CDCl3): 
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(Furan-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1k): 13C NMR (100 MHz, CDCl3): 
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(Furan-2-yl)(2-(5-phenylisoxazol-3-yl)phenyl)methanone (1k): Mass Spectra: 
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2,2,6,6-Tetramethylpiperidin-1-yl benzoate (A): 1H NMR (600 MHz, CDCl3) 
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2,2,6,6-Tetramethylpiperidin-1-yl benzoate (A): 13C NMR (150 MHz, CDCl3) 
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2-(5-Phenylisoxazol-3-yl)phenyl acetate (1a'): 1H NMR (400 MHz, CDCl3): 
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2-(5-Phenylisoxazol-3-yl)phenyl acetate (1a'): 13C NMR (100 MHz, CDCl3): 
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2-(5-Phenylisoxazol-3-yl)phenyl acetate (1a'): Mass Spectra: 
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5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl acetate (2a'): 1H NMR (400 MHz, CDCl3): 
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5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl acetate (2a'): 13C NMR (100 MHz, CDCl3): 
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5-Methyl-2-(5-phenylisoxazol-3-yl)phenyl acetate (2a'): Mass Spectra: 
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5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl acetate (3a'): 1H NMR (400 MHz, CDCl3): 
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5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl acetate (3a'): 13C NMR (100 MHz, CDCl3): 
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5-Methoxy-2-(5-phenylisoxazol-3-yl)phenyl acetate (3a'): Mass Spectra: 

 

N
O

Ph

MeO OAc

 

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013



S53 
 

 
 

3-Nitro-2-(5-phenylisoxazol-3-yl)phenyl acetate (4a'): 1H NMR (400 MHz, CDCl3): 
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3-Nitro-2-(5-phenylisoxazol-3-yl)phenyl acetate (4a'): 13C NMR (100 MHz, CDCl3): 
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3-Nitro-2-(5-phenylisoxazol-3-yl)phenyl acetate (4a'): Mass Spectra: 
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2-((5-Phenylisoxazol-3-yl)methyl)phenyl acetate (5a'): 1H NMR (400 MHz, CDCl3): 
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2-((5-Phenylisoxazol-3-yl)methyl)phenyl acetate (5a'): 13C NMR (100 MHz, CDCl3): 
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2-((5-Phenylisoxazol-3-yl)methyl)phenyl acetate (5a'): Mass Spectra: 
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