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Comparison of B3LYP/6-31G(d), SDD calculated vibrational  
frequencies for model D (see fig. 4) in the gas phase and in DMSO solution
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Thus, the obtained results allow concluding that copper(II) poly-5-vinyltetrazolate should contain both 
tetrazole-containing ligands coordinating two copper(II) ions through the N(1)- and N(3)-atoms of tetrazole 
ring and through N(2)- or N(3)-atom. Taking into account a rather good agreement between the calculations 
and experiment, we are confident in the validity of the proposed three-coordinated copper model.

Ta b l e  3

Comparison of the experimental vibrational frequencies of copper(II) 
poly-5-vinyltetrazolate with the ones calculated for the model E
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Fig. 4. B3LYP/6-31G(d), SDD optimized model structures (D and E )  
of copper(II) poly-5-vinyltetrazolate in DMSO solution


