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T Quantum Confinement Effect

t Surface Effect

§ Armchair Edge

™ Density functional theory (DFT)
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* lithography
T bottom-up synthesis
 unzipping nanotubes
§ Exfoliation
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* kinetic energy cutoff (Ry) for wavefunctions
T Kinetic energy cutoff (Ry) for charge density
fHong et al.

§ Hexagonal

™ Armchair Nanoribbons
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periodic direction of Armchair edge

periodic direction of Zigzag edge
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* Relaxiation
 Scf calculation
£ Nscf calculation
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