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The influence of DMSO solvent to the geometries of proposed complexes has been also 

investigated through DFT calculations. In this work solvent effects are taken into account using a 

self-consistent reaction field method employing standard Poisson-Boltzmann solver [1-2], as 

implemented in Jaguar program. Figure S1 contains geometries of complexes 2 and 3 with the 

DMSO solvent effects used for the geometrical optimizations. Results concerning the complex 4, 

the one based on the Zn atom, have not been included in the Figure S1 because geometrical 

optimizations with the solvent effects resulted in unreasonable geometries with lots of imaginary 

frequencies indicating molecular geometry that is not in ground state, most probably as a result 

of the unfavorable square-planar coordination geometry around the Zn atom. According to the 

geometries presented in Figure S1 can be seen that although solvent significantly rotated the 

pyridazine moiety around the N–N bond, the complexes preserved their square-planar 

coordination geometry in solution. These results are in the accordance with the observation that 

the colors of the resulting solutions are very similar to that of the crystals.  
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Figure S1. Molecular geometries of complexes 2 and 3: a) and c) without solvent effects and b) 

and d) with solvent effects of DMSO 
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