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Figure S1: Diamond view of cationic portion of 2.  
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Figure S2: Diamond view of cationic portion of 3. 

 

 
Table S1: Important hydrogen bonding bond parameters between imidazole hydrogen and nitrate 
oxygen. 

 H---O (Å) N----O (Å) N-H-O (º) symmetry 
H4N----O5 2.3703(57) 2.9434(45) 116.70(56) -1+x, y, z 
H20N---O4 2.0139(83) 2.8438(83) 167.55(71) 1-x, 1-y, 1-z 
H16N---O2 1.9166(68) 2.7992(68) 160.27(60) X, y, z 
H11N---O3 1.9541(58) 2.8022(64) 165.86 (47) 1-x, y, z 
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Sheffield ChemPuter 

Result of isotope pattern calculation 

Formula: P1S1N12H20C15Zn1 

mass  % 
495 100.0 __________________________________________________ 
496  21.7 ___________ 
497  64.1 ________________________________ 
498  22.0 ___________ 
499  44.4 ______________________ 
500   9.6 _____ 
501   4.0 __ 
502   0.7  
503   0.1  
504   0.0  

Figure S3: Sheffield chemputer generated isotopic pattern for [M-2HNO3+H+] 

Sheffield ChemPuter 

Result of isotope pattern calculation 

Formula: P2S2N24H39C30Zn2 

mass  % 
 989  71.7 ____________________________________ 
 990  31.1 ________________ 
 991  95.3 ________________________________________________ 
 992  51.5 __________________________ 
 993 100.0 __________________________________________________ 
 994  47.7 ________________________ 
 995  53.1 ___________________________ 
 996  25.1 _____________ 
 997  21.3 ___________ 
 998   8.1 ____ 
 999   3.6 __ 
1000   1.1 _ 
1001   0.3  
1002   0.1  
1003   0.0  

Figure S4: Sheffield chemputer generated isotopic pattern for [M-4HNO3+H+] 
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