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ABSTRACT  

A new macromolecular double-butterfly Fe/S carbonyl cluster, [Fe2(CO)6]2(-4,4′-

thiobisbenzenethiolato)2 (1), a model for the active site of [Fe-Fe] hydrogenases, has been prepared and 

characterized by spectroscopic methods and X-ray crystallography. The molecular structure of 1 contains 

two units of S2Fe2(CO)6 covalently linked to two thiobisbenzene groups to form a 26-membered 

metallocycle with the benzene substituents on sulfur adopting an ae stereochemistry. The Fe-Fe bond in 1 
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