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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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o |BHPAsE % (Subject/Topics) %o
106/09/18~
1 .
106/08/24 Introduction
106/09/25~ ) _ . .
2 An overview of computational material science
106/10/01
106/10/02~
3 3 :
l06/10/08 | Density Functional Theory
106/10/09~
4 : .
lg/10/15 | Density Functional Theory
106/10/16~
5 : .
106/10/22 Atoms in crystals (supercell, k—points, ...)
106/10/23~
6 : . .
106/10/29 Pseudopotential vs., atomic orbital
106/10/30~ )
7 Computational procedure (Methodolgy)
106/11/05
106/11/06~
8 : .
106/11/12 Electronic band structure calculation I
106/11/13~
9 : .
106/11/19 Electronic band structure calculation II
106/11/20~
10 : .
106/11/%6 Electronic band structure calculation III
106/11/27~
11 . .
106/12/03 Structural properties calculation I
106/12/04~ _ _
12 Structural properties calculation II

106/12/10




106/12/11~ . ) .
13 L06/12/17 Magnetic properties calculation I
106/12/18~ . ) .
14 106/12/24 Magnetic properties calculation II
106/12/25~ . . .
15 106/12/31 Optical properties calculation I
107/01/01~ . . .
16 L07/0L/07 Optical properties calculation II
107/01/08~ ) ) .
17 L07/01/14 Quasiparticle GW calculations
107/01/15~ . )
18 L07/0L/91 Beyond Density Functional Theory
o Since topics included in this lecture are rather broaden, please try your best
2 to attend each lecture.
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&KX | T, X (PC cluster)
Teaching note as enclosed in the teaching—add platform
ELari X8

User manual of VASP (can be downloaded from
http://www.vasp.at/index.php/documentation)

Atomic and Electronic Structure of Solids /Efthimios Kaxiras, Cambridge
University Press (2003)
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