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1. DFT calculations 

 

 

Figure S1. Computed IRC profiles for reactions from 2 to 6 (a) and 6 to 5 (b). Calculations 

were performed at the M06-2X/6-31G* level of theory including solvation effects 

(dichloromethane). 

 

 

 

Figure S2. Molecular structure calculated for different species involved in reaction pathways 1 and 2 

shown in reaction Scheme 3a. Calculations were performed at the M06-2X/6-31G* level of theory 

including solvation effects (dichloromethane). 

 



 

Figure S3. Molecular structure calculated for different species involved in reaction pathway 3 shown in 

reaction Scheme 3b. Calculations were performed at the M06-2X/6-31G* level of theory including 

solvation effects (dichloromethane). 



 

2. Synthesis 

 

• 4-chloro-5-nitro-6-(prop-2-ynyloxy)pyrimidine (2a): 
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• 4-benzyloxy-6-chloro-5-nitropyrimidine (2b): 
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• 4- chloro-6-ethoxy-5-nitropyrimidine (2c):   
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• N4,N6-dibenzyl-5-nitropyrimidine-4,6-diamine (5a): 
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• 5-nitro-N4,N6- diphenethylpyrimidine-4,6-diamine (5b): 
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• N4,N6-bis (4-methoxybenzyl)-5-nitropyrimidine-4,6-diamine (5c): 

 

1H-NMR

N

N

NH

NO2

NH

OCH3

OCH3

N

N

NH

NO2

NH



 

 

 

 

 

DEPT

N

N

NH

NO2

NH

OCH3

OCH3

13C-NMR

N

N

NH

NO2

NH

OCH3

OCH3



 

 

 

 

 

 

 

N

N

NH

NO2

NH

OCH3

OCH3

N

N

NH

NO2

NH

OCH3

OCH3



• N4,N6-diisopropyl-5-nitropyrimidine-4,6-diamine (5d): 

 

 

 

 

1H-NMR

N

N

NH

NO2

NH

13C-NMR

N

N

NH

NO2

NH



 

 

 

 

DEPT

N

N

NH

NO2

NH

N

N

NH

NO2

NH



 

 

 

 

 

 

• N4,N6-di-tert-butyl-5-nitropyrimidine-4,6-diamine (5e):  

 

N

N

NH

NO2

NH



 

 

 

 

 



 

 

 

 

 

 

 



• N4,N6-bis(4-chlorobenzyl)-5-nitropyrimidine-4,6-diamine (5f): 
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• N4,N6-bis(4-bromobenzyl)-5-nitropyrimidine-4,6-diamine (5g): 
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• N4,N6-bis(4-bromophenethyl)-5-nitropyrimidine-4,6-diamine (5h): 
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• N4,N6-bis(3-chlorobenzyl)-5-nitropyrimidine-4,6-diamine (5i): 

 

 

 

 



 

 

 

 



 

 

 

 

• N4,N6-bis(2-chlorobenzyl)-5-nitropyrimidine-4,6-diamine (5j): 

 

 

 



 

 

 



 

 

 

 

 

 

 



• N4,N6-diethyl-5-nitropyrimidine-4,6-diamine (5k): 

 

 

 

 



 

 

 

 



 

 

 

• N4,N6-diisobutyl-5-nitropyrimidine-4,6-diamine (5l): 

 

 



 

 

 

 

 



 

 

 

 



• 5-Amino-4-tert-butylamino-6-chloropyrimidine (6b): 
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• 5-Amino-4-benzylamino-6-chloropyrimidine (6c): 
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