Multiple scattering XAS calculationsfor the characterization of the binuclear
(type 3) copper sites of hemocyanins and related model compounds.
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Our study [1] on the met- and met-azido-Hcs forms from Octopus vulgaris (moll usc)
and Carcinus aestuarii (arthropod at pH 7.5 and onsome related binuclea models
withou XRD [2] has considered and resolved some fundamental aspeds of their
binuclea type 3 copper site (i.e. corred values of the Cu-Cu dstances, apicd
distortion when present, at the cpper site, presence and type of bridging groups).

In this contribution, we will show how, only by advanced multiple scatering (MS)
cdculations it has been possble to refine the EXAFS moduation d the asorption
spedra and to overcome some severe problems that mainly derive from the presence of
two absorbing atoms and from the fad that the metal-metal contribution in the
absorption spedra overlaps with the Cu-His sgnals. We will aso present some results
indicating the role of the MS cdculations in the XAN ES edge region, which show how
it is posgble to extrad quantitative structural information from the asorption data dso
inabinuclea corein order to refine the fine structure of the site.
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