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Figure S1. Optimized structures for protonated allenediazonium cation C, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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Figure S2: Optimized structures for protonated allenediazonium cation D, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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Figure S3: Optimized structures for protonated allenediazonium cation E, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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Figure S4. Optimized structures for protonated allenediazonium cation G, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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Figure S5: Optimized structures for protonated allenediazonium cation I, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 

162 ppm
q= +0.71

279 ppm
q=+ 0.16 

87 ppm
q= -0.09

302 ppm
q= +0.10

347 ppm
q= +0.10

I3

175 ppm
q = +0.75

164 ppm
q = +0.02

120 ppm
q = -0.24

241 ppm
q = +0.55

370 ppm
q = +0.13I4

I1

235 ppm
q = -0.09

165 ppm
q = +0.49

99 ppm
q = +0.06

75 ppm
q = +0.05

100 ppm
q = -0.04

239 ppm
q = +0.44

342 ppm
q = +0.14

+
+

+

+

+
+

 

 

 

 

 

 



Supplementary Material (ESI) for Organic and Biomolecular Chemistry 
This journal is © The Royal Society of Chemistry 2006 

 

Figure S6. Optimized structures for protonated allenediazonium cation J, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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Figure S7. Optimized structures for protonated allenediazonium cation K, with selected 

geometric parameters, CHelpg charges (q) and GIAO-NMR chemical shifts. 
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