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Figure 1. Optimized structures of graphenes

with sizes n=7, 19 and 37, calculated at the

B3LYP/LANL2DZ level of theory.
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 Figure 2. Binding sites of water molecule to

edge region of graphene. 
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Figure 3. Binding energies of H2O to several

sized-graphenes plotted as a function of

graphene size (n). 

 

 

 

 

 


