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Hokkaido University Syllabus

| } |
mm Course Title

Practical Computational Chemistry

(T .
mm Subtitle

(T
mm Instructor (Institution)

Tetsuya TAKETSUGU ( Faculty of Science )

|} |
mm Other Instructors (Institution)

Tetsuya TAKETSUGU ( Faculty of Science )
Hajime ITOH ( Faculty of Engineering )
Toshihiro SHIMADA ( Faculty of Engineering )
Junya HASEGAWA ( Institute for Catalysis )

|} |
um m= Open To Other Faculties / OK
mm Course Type Schools

2nd Semester (Fall
: : Year 2020 : : Semester Term) ( : : Course Number 094055
[ ] ] 1 Number of [ ]
== Type of Class Lecture | %% umbero 2 == Year of Eligible Students ~
Credits
== Eligible D / T
== Eligible Department umm Other Information
Class
== Numbering Code CHEM_REQEL 5200
1] ) (1] . .
== Major Category Code m = Major Category Title
CHEM_REQEL Chemical Sciences and Engineering_Required Electives Course

(L] (1]
mm Level Code mm Level

Specialized Subjects (basics) in graduate level (Master's Course and Professional Course), Inter-Graduate
School Classes

: : Middle Category Code : : Middle Category Title

2

: : Small Category Code : : Small Category Title

0

(L]
mm Language Type

Classes are in Japanese.

(L]
mm Course list by the instructor with practical experiences

anm
unm Key Words

https://syllabus01.academic.hokudai.ac.jp/Syllabi/Public/Syllabus/SylPrint.aspx?mode=print&langMode=2 1/3R=Y

7



EEKRE ¥ F5N\R - BEA DY XF L/HOKKAIDO Univ. Entry System of Syllabi and Academic Records - ¥ /CXENRI 2020/09/17 14:14

Computational Chemistry, Theoretical Chemistry, Molecular Orbital Theory, Density Functional Theory

W -
m = Course Objectives

Computational chemistry has been a very important research technique in chemistry field. This course is for the students who have no
experience of calculation. Objectives of this course is to make the students master how to use calculation on their research issues in
accompany with understandings on general aspects of computational chemistry.

-
mum Course Goals

1. Understand the basics of computational chemistry, theoretical chemistry, molecular orbital theory, density functional theory, excited
state calculation.
2. Use Gaussian and GaussView.

-
mm Course Schedule

1. General Introduction of Computational Chemistry - Prof. T. Taketsugu
2. Computational Analysis of Organic Reactions - Prof. H. Ito
3. Physical Properties Calculations of Inorganic Materials and Organic Semiconductors - Prof. T. Shimada

4. Excited State Calculations - Prof. J. Hasegawa

w
m = Homework

Students should have a note PC with Windows 7 or later.
Calculation homework and reports.

(] .
== Grading System

The attitude at the lecture (20%) and report scores (80%) are evaluated.

w
= m Practical experience and utilization for classes

: : Condition of tasking the subject

-
mm Textbooks

B 9 <C0& 2 B LR Y ¥ — 2= 2 7))L (KSIEFAEHME) /R fith (@), PR o &) - #Rty A v 74 7
47,2015

W -
m = Reading List

Gaussian 7°0 7" 5 LT SERRSY - GHEAAIEER /U1 R, AR SE60 - AL3E, 2006, ISBN:4621077147
B EEmIC & 2D ERIE, ISBN:0-9636769-8-9
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== Websites
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[
== Website of Laboratory

: : Additional Information

Notre PC with Windows7 or later and anti-virus application is necessary.

If many applicant, the student will be determined by lottery.
Campus licensed software will be used (no extra cost). No advance preparation is required. Students aiming to real skill acquisition are

favorable.

-
m = Update
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