
Dialogue entre l’Expérience la Théorie : 

 
Eau adsorbée sur Cr2O3 (0001): 
comparaison avec IR et XPS 

 
 
 
Reconstruction de Surface de Nanofibres 
de boehmite, comparaison avec DRX. 
 

 
 
 

Adsorption d’Acides Aminés  
 
Glycine/Amorphous Silica : H-bonds 
network 

 
 
 
 
 
 
 

D. Costa et al, PCCP, 2008, in press. 
 
Glutamic Acid on Boehmite (101) 
 
 
 
 
 
 
 
Glycine bilayer /Zn-ZnO(0001) : 

Extraction of a Zn atom from the 
surface by glycine.  
 

 
 
Glycine Bilayer on Zn-ZnO(0001) 
surface : 
Evidence of Zn atom chelation 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Irrera et al, J. Mol. Struct, in press. 

Chemical Composition  
Structure, Morphology 

Theory 

Spectroscopy 
Fingerprint  Reactivity 

HΨ = E Ψ 
Kohn Sham 

Water@Cr2O3: Spectroscopic Properties
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D. Costa et al, in preparation

1.45 J/m2

Boehmite 010 nanorod:  significant reconstruction

Not the most stable (thermodynamics), but it is the growth direction observed: 
Indeed, in water small hydroxylated units condense by stacking.

F. Mercuri, D. Costa and P. Marcus, submitted to J. Phys Chem. 

 

…at the molecular level…
Glutamic Acid on boehmite (101)

• Binuclear bridging, (anionic zwitterion, H@surface)

optimized annealed

F. Mercuri et al, in preparation


