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Electronic Structure of a Cg Molecule in a Tight-binding Model
Mozafari,Elham1 ; Shahtahmassebi,Nasser1 ; Ketabi,Seyed Ahmad? ; Rezayi Roknabad,Mahmoud1
'Department of Physics and Nano research Center, Ferdowsi University, Mashhad

’Department of Physics, Damghan University, Damghan

Abstract

Using the tight-binding method, the electronic structure of Cgy is studied numerically. Our calculations is
based on the Green’s Function method and Lowdin’s partitioning technique. The Cgy is modeled by a
system of interconnected rings which is, in fact, a collection of one dimensional chains with some atoms
being interconnected in such a way to represent the hexagons and pentagons of the Cgy molecule. The
electronic structure is calculated by the use of MATLAB software. The results achieved from this way is
in complete accordance with those achieved from other techniques such as LDA.
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