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A Polymer {[Cu”(Hpb)(maI)]HZO}n: Magnetic Studies and Quantum Chemical Calculation for Its Monomer
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Abstract {[Cu”(Hpb)(maI)] H,0} , (Hpb=2-2-pyridylbenzimidazole, mal =maleic acid) isahelical chain-like polymer complex. In order to

investigate the electronic structure of the complex, the monomer cu' (Hpb)(mal) was obturated with different functional groups respectively. For these
selective segments, the geometry optimizations were conducted by using hybrid DFT (B3LY P) methods to find that the structure obturated with H,0
was better consistent with the experiment, and then this model would be used to latter calculations, such as the frontier molecular orbital and the NBO

charge population analysis. In addition the magnetic behaviors of this complex were analyzed by experiments and the weak antiferromagnetic couple
between copper(I1) ions was observed. The exchange coupling constant was calculated by DFT based on the spin broken symmetry formalism. The
calculated coupling constants were in good agreement with the experimental data.
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