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Structure)
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1.2 Molecular Mechanics
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1.3 Electronic Structure Methods
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- Semi-empirical Methods
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1.4 Density Functional Theory

Ua90u n3A1uInLUL Density Functional Theory (DFT) lasumany
Jounazllunsiuamanaiiaeuduegiann ey anugnieses
nsAuailndldsaiunisduinsefugs ¥3onsduInLUY Ab initio
TusaldmsneinsidesniazAuialdsonnuiifiginii dwsu
fheg1ewes DFT fild¥umnuileizu PBE, BLYP, B3LYP, M06 uay BI7D 1u

o

AU

ek

A 1.4 msAwnlaana Carbon Nanotube @e DFT



1. waflAauimes auisainunsunuaTReslsvesansaiilauig
2. lumshwedfiseminisasiseiateiuse avsdentd

Molecular Mechanics %38 Quantum Mechanics LWWLWﬂm

3. fmustuaunsusenssas HW = EW Asesls





