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Highlights 

 The surface functionalization produces the buckling phenomena. 

 The molecular orbitals (HOMO/LUMO) energies present an oscillatory 

behavior with the percentage of functionalization. 

 The electronic properties (gap, molecular hardness and electrophilicity) 

present an oscillatory behavior with the percentage of functionalization. 

 The system present spin polarization for selected percentage of 

functionalization. 
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