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The course is designed for second year students in chemistry department,
not only to enhance their knowledge of chemical application softwares, but
also to improve their abilities for using these softwares thereby getting the
needed chemical information. At the same time, the mathematical operation
for linear algebra and the program design for relevent chemical softwares
are introduced such that students can have enough skills for further
investigating and learning more advanced techniques or applications, Finally,
students can apply those abilities and skills to their flearning in chemistry.
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W= opoEp n % (Subject/Topics) s
1 | 09/13 | Course introduction and other issues such as FRAENLE H F KRR
examing and grading T %
2 | 09/20 | Molecular Structural Viewer 1: Vector S THRBEBETRE H &
%
3 | 09/27 | Molecular Structural Viewer 2: Matrix NFLEBETR B 4B
[
4 | 10/04 | Molecular Structural Viewer 3: Rotation D FLEBETS B
IR KA
5 | 10/11 | Electron Wavefunction in 1D: Particle in a Box BFPakEF —HER
& E
6 | 10/18 | Electronic Wavefunction in 2D and 3D: Particle in a |#F P ®¥kaF = =
Box 4R B
7 | 10/25 | Electronic Wavefunction of Hydrogen Atom: Basic AR FEHE AR
Concept B A
8 | 11/01 | Electronic Wavefunction of Hydrogen Atom: 3D ;ﬁ.}“‘? FoR N =B
Presentation T HZHR
9 | 11/08 | Electron Wavwfunction of Hydrogen Molecule: ATk HE 5F
Molecular Orbital IR
10 | 11715 | AP #KB
11 | 11/22 | Electronic Energy and Wavefunction: Huckel Method | A& #% %89 F 69 fEr& 8L
@RSk 34
12 | 11/29 | Electronic Energy and Wavefunction: Huckel Method | A 14396 9 F $L4E &
13 | 12/06 | Computational Platform for Huckel Method Ak T EF S
14 | 12/13 | Nanotube Generator : Basic Concept kw48
15 | 12/20 | Computational Platform for Nanotube Generator: ARREEETE
Operation and Design
16 | 12/27 | Vibrational motion of molecule: Harmonic o F o 3RkEh B4 b sk
approximation
17 | 01/03 | Infrared Spectrum of moleule and its analysis D F AN R FEE A
18 | 01/10 | AR FHKA
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