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The metal complex of a non-steroidal anti-inflammatory drug 

(NSAID), di-µ-aspirinato-copper(II), crystallizes in its biochemical 
active form [1]. The electron density and electrostatic potential 
calculations are useful for the understanding of the metal-ligand 
bonding and its connection with the biochemical activity of such 
molecule. The compound also offers the opportunity to characterize 
the occurring copper-copper bond (Cu – Cu = 2.604 Å). 

X-ray diffraction measurements were performed on a smart CCD 
diffractometer at 100 K with the MoKα radiation. up to sin θ/λ= 1.11 
Å1. The compound crystallizes in the P21/c group and reveals a one 
dimensional polymeric structure. The copper is in an irregular 
octahedral coordination corresponding to five oxygen atoms and one 
copper. 

Electron density refinements are carried out using the Hansen-
Coppens model [2]. The Cu-O, Cu-Cu electron density bonds are 
discussed according to the copper d-orbital populations. Electrostatic 
potential and active sites of the molecule are also shown. 
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