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Based on the extremely versatile ligand system of 1-substituted tetrazoles several iron(II) spin 
crossover compounds are presented. Recent research on mono- and polynuclear complexes yielded 
new insight into their spin transition behaviour1. To further elucidate the influence of the factors 
governing the spin transition properties T½ and abruptness of transition high level DFT 
calculations on the series of mononuclear [Fe(ntz)6](BF4)2 complexes (ntz = tetrazol-1-yl-alkane 
with n=1-4, i.e. methyl – butyl) have been preformed reproducing the X-ray structure extremely 
well (see fig.) and yielding a full vibrational analysis.  

  
Furthermore, based on our experience with α,ω-bis(tetrazol-1-yl)alkanes as bridging ligands2,3 a 
homologous series of iron(II) spin crossover coordination polymers has been prepared featuring a 
fascinating spacer length and parity dependence of the magneto-optic properties4. But despite of 
the obvious impact of the ligand used the influence of the non-coordinating anion and of the 
solvent used will be discussed. 
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