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Students could get insight into all the characteristics of opto—electronic
materials (eg. structural, electronic—structure, magnetic, and optical
properties) by means of both fundamental solid-state theory and ab-—initio
calculations.
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p P43z n % (Subject/Topics)

101/09/10~

101/09/16 Introduction

101/09/17~

101/08/93 An overview of computational material science

101/09/24~

lo1/00/30 | Demsity Functional Theory

101/10/701~

loi/10007 | Density Functional Theory

101/10/708~

101/10/14 Atoms in crystals (supercell, k—points, ...)

101/10/15~

101/10/21 Pseudopotential vs., atomic orbital

101/10/22~

101/10/28 Computational procedure (Methodolgy)

101/10/29~

101/11/04 Electronic band structure calculation I

101/11/05~

LA Electronic band structure calculation II

101/11/12~

101/11/18 Electronic band structure calculation III

101/11/19~

101/11/25 Structural properties calculation I

101/11/26~

101/12/02 Structural properties calculation II




101/12/03~ ] . )
13| \ig0 | Magnetic properties calculation I
101/12/10~ ] . .
14| (i | Magnetic properties calculation II
101/12/17~ ] . .
B 0112/2 Optical properties calculation I
101/12/24~ ] . .
1 01/12/30 Optical properties calculation II
101/12/31~ T .
7\ L02/01/06 Modern theory of polarization calculation
102/01/07~ . .
18] 102/01/13 | Bevond Density Functional Theory
. b ASRAE B A 5 ) B
e RAF A AR E B3 ik,
ARER
KEXRE | €M, #PER LE(EHEEY)
FHRHEBEFETHR)
EASEiE
TEEy A8 Bl 2 LR 45 2)
P ir ¥ fe s o o et ot e o
s B (R im0 7 S F e (R L R
L J:E % @FEFFE: % @®HEPFE: 300 %
& .
f?ji O RFE 400 %
T et (EBREE) 1300 %
TH3 4 4978 % 4% $u http://info.ais. thu edu tw/csp & ¢ Fib
§ % #F (4x :http://www. acad. tku. edu. tw/index. asp/) )i+ F "% £+ %
]

%\*%IE_,?“_&}LJ 3@)‘ °
MABMELRZDFTL FRYDERPE - H A EBEB AT AR -

TSPXM1S0771 0A

4 F /x4 F 2012/8/15  16:04:56




