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ii) The magnetic moment of Au-Pd and Au-Pt chains on NiAl (110) and Cu(110) 



100 

substrate vanishes due to interaction of d-orbital of Ni and Cu atoms with that of  chain 

atoms. The reason for this vanishing magnetic moment is reflected in plots of PDOS. 

Shifting of d-band edge away from Fermi level, and the stronger interaction of Pd/Pt 

atoms in chain with the Ni/Cu atoms of the substrate, as compared to interaction 

between Au and Pd; or Au and Pt atoms. Shifting of d-orbital away from Fermi energy 

in chain-NiAl system lowers the total density of states at Fermi level and neutralize spin 

polarization originated from reduced dimension of Pd and Pt d-orbital. 

 

 

 

 

 

 

  


