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Crystallography 

Suitable crystals were selected and mounted in fomblin film on a Mitegen micromount on a 

SuperNova, Dual, Cu at zero, Atlas or SuperNova, Atlas S2 diffractometers. The crystals 

were kept at 120(2) K during data collection. Using Olex2,[ref 1] the structures were solved 

with the olex2 solve[ref 2] structure solution program using Charge Flipping and refined with 

the ShelXL[ref 3] refinement package using Least Squares minimisation. 
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Figure S1. 3-(2-Chloroethyl)-4-oxoimidazo[5,1-d]-1,2,3,5-tetrazine-8-carboxylic acid (4) 

[CCDC 1896795]. 
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Figure S2. 3-(2-Chloroethyl)-8-(N-nitrocarbamoyl)imidazo[5,1-d]-1,2,3,5-tetrazin-4(3H)- 

one (13) [CCDC 1894718]. 
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H-bonding interactions 
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Figure S3. 3-(2-Chloroethyl)-8-(N-nitrocarbamoyl)imidazo[5,1-d]-1,2,3,5-tetrazin-4(3H)- 

one morpholine salt [CCDC 1894720]. 
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H-bonding interactions 

 



Issue in honor of Dr. Jan Bergman ARKIVOC 2020, vii, S1-S13 

Page S8 ©AUTHOR(S) 
 

 

 



Issue in honor of Dr. Jan Bergman ARKIVOC 2020, vii, S1-S13 

Page S9 ©AUTHOR(S) 
 

Figure S4. 3-(2-Chloroethyl)-8-(N-nitrocarbamoyl)imidazo[5,1-d]-1,2,3,5-tetrazin-4(3H)- 

one imidazole salt hydrate [CCDC 1894722]. 
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Figure S5. 3-(2-Chloroethyl)-8-(N-cyanocarbamoylimidazo[5,1-d]-1,2,3,5-tetrazin-4(3H)- 

one hydrate (15) [CCDC 1895634]. 
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H-bonding interactions 
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Figure S6. Ethyl 4-oxo-3-(trimethylsilylmethyl)imidazo[5,1-d]-1,2,3,5-tetrazine-8- 

carboxylate (16) [CCDC 1896797]. 

 

 


