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Electronic properties of Graphene in the Presence of gold and nickel impurity
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Abstract

In this paper; we have calculated the electronic properties of graphene in the presence of the gold and nickel atoms
using the density functional theory. The electronic structure, density of states, stability, band gap and spin
polarization are studied. Our calculation is performed with SIESTA software for this reason; we used local density
approximation and generalized gradient approximation to calculate the exchange-correlation potential. The results
show that the stability and spin polarization increase while the band gap decrease. Also gold and nickel impurity
defers the flatness of surface.
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2 Density Functional Theory

% pseudopotentials

* PBE (Perdew Burke and Ernzehof)
® CG (Conjugate gradient)
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