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DFT Calculations
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Energy: -675.479567 H
Number of imaginary frequencies: 0
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Energy: -674.926579 H
Number of imaginary frequencies: 0
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Energy: -858.053888 H
Number of imaginary frequencies: 0
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NMR Spectroscopy
1-Methyl-3-(9H-purin-6-yl)-1H-imidazolium chloride 10a
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1-Phenyl-3-(9H-purin-6-yl)-1H-imidazolium chloride 10b
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1-Vinyl-3-(9H-purin-6-yl)-1H-imidazolium chloride 10c
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(2-Chloro-9H-purin-6-yl)-1-methyl-1H-imidazolium chloride 10e
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1-Phenyl-3-(2-chloro-9H-purin-6-yl)-1H-imidazolium chloride 10f
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3-(2-Chloro-9H-purin-6-yl)-1-vinyl-1H-imidazolium chloride 10g
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3-(2-Chloro-9H-purin-6-yl)-1-(2-hydroxyethyl)-1H-imidazolium chloride 10h
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6-(1-Methyl-1H-imidazolium-3-yl)purin-7-ide 11a
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1-Methyl-3-(9H-purin-6-yl)-1,3-dihydro-2H-imidazole-2-thione 13a
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1-Phenyl-3-(9H-purin-6-yl)-1,3-dihydro-2H-imidazole-2-thione 13b
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1-(9H-Purin-6-yl)-3-vinyl-1,3-dihydro-2H-imidazole-2-thione 13c
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1-(2-Chloro-9H-purin-6-yl)-3-methyl-1,3-dihydro-2H-imidazole-2-thione 13e
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1-(2-Chloro-9H-purin-6-yl)-3-(2-hydroxyethyl)-1,3-dihydro-2H-imidazole-2-thione 13f
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1-(2-Chloro-9H-purin-6-yl)-3-methyl-1,3-dihydro-2H-imidazole-2-selenone 13g
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7,7-Diethyl-8-methyl-7,8-dihydroimidazo[2',1':3,4][1,4,2] diazaborinino[1,6,5-gh]purinium-
7-ide 14
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