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Prosedur Mendapatkan Dispersi Energi

1 Tentukan

1 unit cell dan unit vektor ai ,
2 tentukan koordinat atom pada unit cell
3 dan tentukan jumlah n orbital atom yang diperhitungkan

2 Carilah Brillouin zone dan reciprocal lattice vector bi

3 Hitung Hij (k) dan Sij (k)

4 Selesaikan persamaan sekular, dapatkan Ei (k) dan Cij (k).
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Graphene unit cell

Diketahui:
1 2 atom per unit cell,

1 unit vektor
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1 Brillouin Zone

1 Vektor kisi resiprok
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1 HAA = HBB = 0,

HAB = H∗BA =−t
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2 Secular Equation
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Lapack Programming

Saatnya belajar Lapack
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σ and π band of Graphene

Pelajari buku Physical Properties of Carbon Nanotube Sect. 2.3.2

dan dapatkan gambar 2.8



Review Graphene structure Lapack σ and π Electronic Structure of SWNT

SWNT unit cell
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SWNT geometry properties
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