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Tight-Binding
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Construction of Orbitals
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Band Structure Energy
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Self-consistency in Density Functional Theory
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Order-N
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Graphite Sheet —» Graphene (C24

Pseudopotential: Trouller-Martins

Ecut-off: 200Ryd

Super Cell: 7.41x 8.56x 13.86
Atoms: 24

Basis: S, p, d, double-C
MD control: max|A R|=0.1

Optimization: Force < 0.04eV/
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H onto (GraphenetH?2)




Energy Analysis
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