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On behalf of the Faculty of Science, Chulalongkorn University, I am truly
honored and delighted to welcome you to the 22nd International Annual
Symposium on Computational Science and Engineering (ANSCSE22). This
year the conference is being held during August 2-3, 2018 at Faculty of
Science, Chulalongkorn University, Bangkok, Thailand. This conference
covers issues on Computational Biology, Chemistry, Physics, Mathematics
and High-Performance Computing. I do hope that ANSCSE22 will be a
platform to create a stage for exchanging the latest research results and
sharing the advanced research ideas about all aspects of Computational
Science and Engineering.

As the third largest faculty of the university, we are proud to be one of the
best academic and intellectual institution in nation. The Faculty of Science
also commits to provide professional services in the form of research
consultation, workshops, seminars, national and international conferences,
technology transfer and development. Therefore, we are pleased to have the
opportunity to host for this event.

I would like to express my gratitude to the conference organizing committee,
sponsors, technical support staffs, and participants who make this event
remarkably successful. With your participation, I do believe that this
conference will result in future collaborations between universities and
research institutions both locally and internationally.

I wish all the success for this conference, and I also wish all of you taken an
extra time to enjoy the spectacular and unique beauty of Thailand.

With best wishes,

Professor Dr. Polkit Sangvanich
Dean, Faculty of  Science,
Chulalongkorn university



WELCOME MESSAGE

3

Associate Professor Dr. Vudhichai Parasuk
President of  Computational Science and 

Engineering Association (CSEA)

The 22nd session of the International Annual Symposium on Computational
Science and Engineering or ANSCSE 22is hosted by Faculty of Science,
Chulalongkorn University. This long continuation of the symposium cannot at
all be realized without strong support from host institutions. It also suggested
that the community of computational scientists is very well established in
Thailand. Usually, there are four parallel sessions with six areas of research.
They included computational chemistry, computational biology,
computational physics and fluid dynamics, and computer science and high-
performance computing. In the future, we might need to include "data
science" as one of the research areas, since it is the today growing field. For
this year, I would like to thank Chulalongkorn University, the host, for their
willingness and consistent effort in putting a tremendous scientific program.
This is not the first time that they hosted this event, but the third time. Also,
thanks go to our plenary lecturers, Professor David Ruffolo from Mahidol
University, Professor Putchong Uthayopas from Kasetsart University, and
Professor Ras B. Pandey from University of Southern Mississippi, U.S.A. Last
but not least, thanks to our invited speakers and all participants of ANSCSE
22. I hope you all will continue to join and support this annual symposium for
the next year.
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Professor Dr. Supot Hannongbua
Conference Chair of  ANSCSE22

On behalf of the organizing committee, I am honored and delighted to
welcome you to the 22nd International Annual Symposium on Computational
Science and Engineering (ANSCSE22) at Faculty of Science, Chulalongkorn
University.

As a conference chair, I know that the success of the conference depends
ultimately on the many people who have worked with us in planning and
organizing both the scientific program and supporting arrangements. In
particular, we thank the Program Chairs for organizing the technical
program, the Program Committee for their thorough and timely reviewing of
the papers, our sponsors who have helped us to keep down the costs of
ANSCSE22, and all participants who contribute to the progress of scientific
research in their field. Recognition should go to the Organizing Committee
members who have all worked extremely hard for the details of important
aspects of the conference programs and activities.
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GENERAL INFORMATION

Conference Venue
Mahamakut (MHMK) Building, Faculty of Science, Chulalongkorn University, Bangkok,
Thailand

Registration
Registration desk is located in front of the conference room 207 on the 2nd floor of MHMK
building.
Registration hours: Thursday, 2nd August 8:00 - 16:00

Friday, 3rd August 8:00 - 12:00

Badges
Badges can be picked up on 2nd-3rd August at the registration desk and should be worn for
admission to all scientific sessions and the social events.

Workshop
The workshop will take place in 1101/2 Self-Learning Room (Chemistry Library), The 11th
floor, MHMK building on Wednesday, 1st August.

Conference Rooms
The conference rooms are 205, 206, 207 and 208 on the 2nd floor of MHMK building.

Plenary and Invited Speakers, Oral Presenters
We kindly ask all speakers to come to the conference room to load/check their
presentation at least 20 minutes prior to their session to ensure the presentation is
checked and tested. Technical staffs in the room will assist in uploading and setting up
your presentation. Presentations should be provided in a version of Microsoft PowerPoint.
If your presentation is in MAC format, it is imperative that this be converted to PC format.
Please make a copy of your presentation in your flash drive in order to upload onsite. If
speakers wish to use their own laptop, please inform the staff prior to the start of your
session for setting up your laptop with the projector.

Poster Session
Poster session is located on the 3rd floor of MHMK building. The poster boards can fit
posters up to the A0 size (Width x Height : 84.1 × 118.9 cm, or 33.1 in × 46.8 in) in portrait
orientation. Printed posters should be mounted beginning at 8:00 on Thursday 2nd Aug
and MUST be removed by 18:00 on the same day. Posters are arranged according to
research areas. Posters with an odd ID number should be presented from 13:55-14:45.
Posters with an even ID number should be presented from 14:45-15:35. For e-Poster, there
will be either laptop or TV monitor provided.

Internet Access
To access internet, Chulalongkorn University wireless is available free-of-charge. Please
contact IT Staff for internet access account and code.
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GENERAL INFORMATION

Lunch
Lunch will be served at the ground floor of  MHMK building.

Exhibition
The exhibition is located at the 2nd floor of  MHMK building. The “Vendor Session” will be 
held on 2nd August, 15:45-17:20 at room 206. 

Banquet
The banquet will take place on 2nd August at Ho Noy, the ground floor of  Poonsub
Nopphawong Na Ayutthaya Building, Faculty of  Education.

CU Shuttle Bus
Chulalongkorn University provides free shuttle service for faculty, staff, students, and 
visitors with safe and convenient transportation to most sites on campus. The shuttle 
service runs during from Monday to Saturday, 7AM – 7PM. 
For more details please visit the website: https://www.chula.ac.th/en/about/green-
university/cu-shuttle-bus/
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MAP

2nd floor MHMK Building

3rd floor MHMK Building

Conference 2-3 Aug 2018
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MAP

Chulalongkorn University map link 
to public transportation 
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BANQUET LOCATION

Conference 2-3 Aug 2018
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PLENARY LECTURE

PL-1: Monte Carlo simulations of  energetic particle 
transport in space, in Earth’s atmosphere, and in a 

cosmic ray detector

David Ruffolo

Department of  Physics, Faculty of  Science, Mahidol
University, Bangkok, Thailand

PL-2: Future of  High Performance Computing

Putchong Uthayopas

Department of  Computer Engineering, Faculty of  
Engineering, 

Kasetsart University, Bangkok, Thailand

PL-3: Morphing structures and dynamics by a 
multigrain approach

Ras B. Pandey

Department of  Physics and Astronomy
University of  Southern Mississippi, Hattiesburg, USA

13



LIST OF INVITED SPEAKERS

Computational Biology, Bioinformatics, Biochemistry and Biophysics

BIO-INV-01 Yasuteru Shigeta University of Tsukuba Japan

BIO-INV-02 Hisashi Okumura Institute for Molecular Science Japan

BIO-INV-03 Satoru G. Itoh Institute for Molecular Science Japan

BIO-INV-04 Michael E Green The City College of CUNY USA

BIO-INV-05 Norio Yoshida Kyushu University Japan

BIO-INV-06 Chia-Ching Chang National Chiao Tung University Taiwan

BIO-INV-07 Tawun Remsungnen Khon Kaen University Thailand

BIO-INV-08 Jen-Shiang K. Yu National Chiao Tung University Taiwan

BIO-INV-09 Sira Sriswasdi Chulalongkorn University Thailand

BIO-INV-10 Chih-Hao Lu China Medical University Taiwan

CHE-INV-01 Seiji Mori Ibaraki University Japan

CHE-INV-02 Tanin Nanok Kasetsart University Thailand

CHE-INV-03 Phornphimon Maitarad Shanghai University China

CHE-INV-04 Kaito Takahash Academia Sinica Taiwan

CHE-INV-05 Pussana Hirunsit NANOTEC, NSTDA Thailand

CHE-INV-06 Paul M. Gleeson KMITL Thailand

CHE-INV-07 Deva U. Priyakumar International Institute of 
Information Technology

India

CHE-INV-08 Thana Maihom Kasetsart University Thailand

CHE-INV-09 Tatiya Chokbunpiam Ramkhamhaeng University Thailand
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LIST OF INVITED SPEAKERS

Computational Fluid Dynamics and Solid Mechanics

High Performance Computing, Computer Science, Mathematics and 
Engineering

PHY-INV-01 Pakpoom Reunchan Kasetsart University Thailand

PHY-INV-02 Jariyanee Prasongkit Nakhon Phanom University Thailand

PHY-INV-03 Thanayut Kaewmaraya Khon Kaen University Thailand

PHY-INV-04 Udomsilp Pinsook Chulalongkorn University Thailand

PHY-INV-05 Rob Knoops Chulalongkorn University Thailand

PHY-INV-06 Adisak Boonchun Kasetsart University Thailand

PHY-INV-07 Worasak Sukkabot Ubon Ratchathani University Thailand

HPC-INV-01 Rudklao Pan-Aram Electricity Generating Authority of 
Thailand

Thailand

HPC-INV-02 Monrudee Liangruksa NANOTEC Thailand

HPC-INV-03 Manaschai Kunaseth NANOTEC, NSTDA Thailand

HPC-INV-04 Thiansin Liamsuwan Chulabhorn Royal Academy Thailand
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PROGRAMME

Wednesday, 1st August 2018
Location: Mahamakut (MHMK) Building, Faculty of Science, Chulalongkorn University

Workshop

Workshop

Time Room

08:30-09:00 Registration for Workshop (11th Floor)

1101/2 Self-
Learning Room 

(Chemistry 
Library)

11th Floor

09:00-12:00
(Lecture)

Workshop: Ab Initio Simulation of Reaction Rates and 
Vibrational Spectra 
Professor Dr. Kaito Takahashi, Institute of Atomic and 
Molecular Sciences, Academia Sinica, Taiwan

13:00-16:00
(Practice)

Demonstration
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PROGRAMME

Thursday, 2nd August 2018
Location: Mahamakut (MHMK) Building, Faculty of Science, Chulalongkorn University

Conference Day 1

17

Overview

Time Room
08:00-08:30 Registration 2nd Floor

08:30-08:45
Opening Ceremony
Professor Dr. Polkit Sangvanich, Dean of Faculty of 
Science

207
2nd Floor

08:45-09:30

Plenary Lecture 1
Title: Monte Carlo simulations of energetic particle 
transport in space, in Earth’s atmosphere, and in a 
cosmic ray detector
Professor Dr. David Ruffolo. Department of Physics, 
Mahidol University

09:30-09:40 Group Photo
09:40-10:00 Coffee Break 2nd Floor

Oral Presentation 1 (Parallel Sessions)

Session
Room 208 Room 207 Room 205 Room 206

BIO 1 CHE 1 PHY 1 HPC 1

10:00-12:00

BIO-INV-01
BIO-INV-02
BIO-INV-03

CHE-INV-01
CHE-INV-02
CHE-INV-03

PHY-INV-01
PHY-INV-02
PHY-INV-03

HPC-INV-01
HPC-INV-02

BIO-ORA-01e
BIO-ORA-02e
BIO-ORA-03t

CHE-ORA-01t
CHE-ORA-02t
CHE-ORA-03e

PHY-ORA-01
PHY-ORA-02e
PHY-ORA-03t

HPC-ORA-01e
HPC-ORA-02e
HPC-ORA-03e

12:00-13:00 Lunch Ground Floor

13:00-13:45

Plenary Lecture 2 
Title: Future of High Performance Computing
Assistant Professor Dr. Putchong Uthayopas, 
Department of Computer Engineering, Kasetsart
University

207
2nd Floor

13:50-15:40

Poster Session
Odd-numbered poster: 13.55-14.45 
Even-numbered poster: 14.45-15.35

3rd Floor

Coffee Break (Starting at 14:30 on the 3rd floor)
Oral Presentation 2 (Parallel Sessions)

Session
Room 208 Room 207 Room 205 Room 206

BIO 2 CHE 2 PHY 2 Special Session

15:45-17:20

BIO-INV-04
BIO-INV-05

CHE-INV-04
CHE-INV-05

PHY-INV-04
PHY-INV-05

BIO-ORA-04e
BIO-ORA-05t
BIO-ORA-06t

CHE-ORA-04t
CHE-ORA-05t
CHE-ORA-06

PHY-ORA-04t
PHY-ORA-05e
PHY-ORA-06e

18:00-20:00
Banquet
Location: Ho Noy, Poonsub Nopphawong Na Ayutthaya Building (Ground 
Floor), Faculty of Education



PROGRAMME

Friday, 3rd August 2018
Location: Mahamakut (MHMK) Building, Faculty of Science, Chulalongkorn University

Conference Day 2

Presentation Code Definition

AAA: BIO = Computational Biology, Bioinformatics, Biochemistry and Biophysics

CHE = Computational Chemistry

PHY = Computational Physics, Computational Fluid Dynamics and Solid Mechanics

HPC = High Performance Computing, Computer Science, Mathematics and 
Engineering

BBB: INV = Invited Speaker

ORA = Oral Presenter

POS = Poster Presenter

XX: ID number
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Overview

Time Room
08:00-09:00 Registration 2nd Floor

09:00-09:45

Plenary Lecture 3
Title: Morphing Structures and Dynamics by Multi-
Grain Computer Simulation Modeling
Professor Dr. Ras B. Pandey, University of  
Southern Mississippi, USA

207
2nd Floor

09:45-10:00 Coffee Break 2nd Floor
Oral Presentation 3 (Parallel Sessions)

Session
Room 208 Room 207 Room 205 Room 206

BIO 3 CHE 3 PHY 3 HPC 2

10:00-11:45

BIO-INV-06
BIO-INV-07
BIO-INV-08

CHE-INV-06
CHE-INV-07

PHY-INV-06
PHY-INV-07

HPC-INV-03
HPC-INV-04

BIO-ORA-07e
BIO-ORA-08e

CHE-ORA-07t
CHE-ORA-08

PHY-ORA-07e
PHY-ORA-08

HPC-ORA-04
HPC-ORA-05e

11:45-13:00 Lunch Ground Floor
Oral Presentation 4 (Parallel Sessions)

Session
Room 208 Room 207 Room 205

BIO 4 CHE 4 CHE 5

13:00-14:05
BIO-INV-09
BIO-INV-10

BIO-ORA-09e

CHE-INV-08
CHE-ORA-09e
CHE-ORA-10e

CHE-INV-09
CHE-ORA-11

CHE-ORA-12e
14:30-15:00 Presentation Awards & Closing & Rich Coffee 207

c: The letter indicates the presenter who is going to 

present their work in both ORAL and POSTER sessions. 
Poster type is indicated as following:

t  = Paper printed poster
e = E-poster 
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Thursday, 2nd August 2018
Location: Mahamakut (MHMK) Building, Faculty of Science, Chulalongkorn University
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Computational Biology, Bioinformatics, 
Biochemistry and Biophysics Session

Time

13:00-13:45 Plenary Lecture 2

Assistant Professor Dr. Putchong Uthayopas, Department of 

Computer Engineering, Faculty of Engineeringม Kasetsart

University

Title: Future of High Performance Computing

Chair:  Supa Hannongbua, Kasetsart University

Room 207, MHMK Building

Time

08:00-08:30

08:30-08:45

Registration

Opening Ceremony

Welcome Remarks

Professor Polkit Sangvanich, Dean of Faculty of Science

MC: Thanyada Rungrotmongkol and Tanin Nanok

08:45-09:30 Plenary Lecture 1

Professor Dr. David Ruffolo. Department of Physics, Mahidol 

University

Title: Monte Carlo simulations of energetic particle transport in 

space, in Earth’s atmosphere, and in a cosmic ray detector

Chair: Supot Hannongbua, Chulalongkorn University

09:30-09:40

09:40-10:00

Group Photo

Coffee Break

Room 207, MHMK Building, Time 8:00-10:00
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Computational Biology, Bioinformatics, 
Biochemistry and Biophysics Session

Computational Biology, Bioinformatics, Biochemistry and Biophysics

Session BIO 1
Co-chairs : Yasuteru Shigeta, University of Tsukuba

Hisashi Okumura, Institute for Molecular Science

Room 208, MHMK Building
Time 10:00-12:00

Time Code Presenter Title

10:00-10:25 BIO-INV-01
Yasuteru Shigeta 

University of Tsukuba, 
Japan

Data-driven Parallel Cascade 
Selection Molecular Dynamics 

10:25-10:50 BIO-INV-02
Hisashi Okumura

Institute for Molecular 
Science, Japan

Simulational studies of Aβ amyloid 
fibrils by molecular dynamics 
method 

10:50-11:15 BIO-INV-03
Satoru Itoh 

Institute for Molecular 
Science, Japan

Molecular dynamics simulations of a 
full-length amyloid-β peptide at a 
hydrophobic/hydrophilic interface

11:15-11:30 BIO-ORA-01e
Panupong Mahalapbutr

Chulalongkorn University

Anticancer activity of mansonone G 
derivatives against human non-small 
cell lung cancer 

11:30-11:45 BIO-ORA-02e
Bodee Nutho

Chulalongkorn University

Reaction Mechanism of the Zika 
Virus NS2B/NS3 Serine Protease 
with Its Substrate: A QM/MM Study 

11:45-12:00 BIO-ORA-03t
Wansiri Innok

Thaksin University

The Potential of Interested Leading 
Alkaloid and Flavonoid Compounds 
in Thai Herbs against 
Achetylcholinesterase Inhibitory of 
Alzheimer’s Disease

Session BIO 2
Co-chairs : Michael Green, CCNY

: Norio Yoshida, Kyoshu University

Room 208, MHMK Building
Time 15:45-17:20

Time Code Presenter Title

15:45-16:10 BIO-INV-04

Michael Green
City College of the City 
University of New York, 

USA

Quantum Calculations on the Voltage 
Sensing Domain of a Voltage Gated 
Ion Channel

16:10-16:35 BIO-INV-05 
Norio Yoshida

Kyoshu University, Japan

Theoretical study of biological 
processes employing statistical 
mechanics of molecular liquids 

16:35-16:50 BIO-ORA-04e
Phakawat Chusuth

Chulalongkorn University

The binding of cobratoxin from Naja
kaouthia towards nicotinic 
acetylcholine receptor (nAChR) 

16:50-17:05 BIO-ORA-05t
Tadsanee Awang 

Kasetsart University

Computational studies of the 
adsorption of human defensin 5 on 
bacterial membranes 

17:05-17:20 BIO-ORA-06t
Channarong Khrutto

Chulalongkorn University

Molecular dynamics simulations of 
M2 channel in phospholipid bilayers 
with different thickness 
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Computational Chemistry Session

Computational Chemistry

Session CHE 1
Co-chairs: Kaito Takahashi, Academia Sinica

: Supawadee Namungruk, NSTDA

Room 207, MHMK Building
Time 10:00-12:00

Time Code Presenter Title

10:00-10:25 CHE-INV-01
Seiji Mori

Ibaraki University, Japan

Mechanistic Insights into Metal-
Catalyzed Highly Selective Organic 
Transformation Reactions

10:25-10:50 CHE-INV-02: 
Tanin Nanok

Kasetsart Unversity

Towards a Molecular Understanding of 
the Relative Reactivities of ԑ-
Caprolactone and L-Lactide in Their 
Homo- and Copolymerization Using 
Aluminium Salen-type Initiators: A DFT 
Study Screen reader support enabled

10:50-11:15 CHE-INV-03
Phornphimon Maitarad, 

Shanghai University, China

QSAR Study of Phenoxy-imine 
Catalytic Behavior in Polyethylene 
Polymerization 

11:15-11:30 CHE-ORA-01t
Nuttaporn Janprapa

King Mongkut's University 
of Technology Thonburi

A theoretical study of fluorene based 
copolymers for solar cell 
applications

11:30-11:45 CHE-ORA-02t
Rattanawalee Rattanawan

Ubon Ratchathani
University

Molecular Engineering of D-A Featured 
Organic Indole Sensitizers for 
Improving Performance Efficiency of 
Dye-Sensitized Solar Cells

11:45-12:00 CHE-ORA-03e
Pipat Khongpracha

Kasetsart University

Charge Carriers Distribution in 
Platinum Doped Graphitic Carbon 
Nitride Quantum Dot

Session CHE 2
Cc-chairs: Deva Priyakumar, IIIT Hyderabad

: Pussana Hirunsit, NSTDA

Room 207, MHMK Building
Time 15:45-17:20

Time Code Presenter Title

15:45-16:10 CHE-INV-04
Kaito Takahashi

Academia Sinica, Taiwan

The Imprint of Electronic Structure 
on the Reactivity of Linear Carbon 
Chain Cations 

16:10-16:35 CHE-INV-05 
Pussana Hirunsit

NANOTEC, NSTDA

Theoretical Investigation of CO2
Electrochemical Reduction on Cu-
based Catalysts: The Effect of Surface 
Facets and The Role of S Dopant

16:35-16:50 CHE-ORA-04t
Yuwanda Injongkol
Ubon Ratchathani

University

The mechanism of carbon dioxide 
hydrogenation to formic acid on Pt-
boron nitride nanosheets (Pt-
BNNSs):  A theoretical study

16:50-17:05 CHE-ORA-05t
Nuttapon Yodsin

Ubon Ratchathani
University

The theoretical study of catalytic 
CO2 hydrogenation to formic acid 
over a metal-decorated carbon 
nanocone

17:05-17:20 CHE-ORA-06
Preeyaporn Poldorn

Ubon Ratchathani
University

Ag7Au6 cluster as a highly active 
catalyst for CO oxidation: Theoretical 
study
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Computational Physics, Fluid Dynamic and Solid 
Mechanics Session

Computational Physics, Fluid Dynamic and Solid Mechanics

Session PHY 1
Co-chairs: Thanayut Kaewmaraya, Khon Kaen University

: Pakpoom Reunchan, Kasetsart University

Room 205, MHMK Building
Time 10:00-12:00

Time Code Presenter Title

10:00-10:25 PHY-INV-01
Pakpoom Reunchan
Kasetsart University

Self-trapped hole in BaTiO3 

10:25-10:50 PHY-INV-02
Jariyanee Prasongkit

Nakhon Phanom University

First-Principles Study of Two-
Dimensional Materials for 
Nanoelectronics 

10:50-11:15 PHY-INV-03
Thanayut Kaewmaraya
Khon Kaen University

2D van der Waals Heterostructures 
for Nanoelectronics

11:15-11:30 PHY-ORA-01
Sujin Suwanna

Mahidol University

First-Principle Study of Strain-
Induced Band Gap Tunability of Two-
Dimensional Transition Metal 
Dichalcogenides MX2 (M = Mo, W; X = 
O, S, Se, Te) 

11:30-11:45 PHY-ORA-02e
Abdulmutta Thatribud

Prince of Songkla
University

Electronic and Optical Properties of 
Silver Chloride Photocatalyst by First 
Principles calculation 

11:45-12:00 PHY-ORA-03t

Sorayot Chinkanjanarot
National Metal and 

Materials Technology 
Center

Predicting Coefficient of Linear 
Thermal Expansion of Carbon 
Fiber/Graphene 
Nanoplatelet/EPON862 Hybrid 
Composites: Multiscale Modeling 

Session PHY 2
Co-chairs: Rob Knoops, Chulalongkorn University

: Udomsilp Pinsook, Chulalongkorn University

Room 205, MHMK Building
Time 15:45-17:20

Time Code Presenter Title

15:45-16:10 PHY-INV-04
Udomsilp Pinsook

Chulalongkorn University

Essence of Correlation Energy 

16:10-16:35 PHY-INV-05
Rob Knoops

Chulalongkorn University

Inflation from Supersymmetry 
Breaking 

16:35-16:50 PHY-ORA-04t
Atipong Malatip

National Metal and Materials 
Technology Center

Matrix Tridiagonalization Methods for 
3D Finite Element Analysis of Free 
Vibration 

16:50-17:05 PHY-ORA-05e
Wanfeng Yu

Mae Fah Luang University

Identify Transient Sources from 
GOTO Sky Survey Data with 
Clustering Method 

17:05-17:20 PHY-ORA-06e
Vichayanun

Wachirapusitanand
Chulalongkorn University

Machine Learning system mimicking 
student’s choice in Particle Data 
Analysis laboratory activity
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High Performance Computing, Computer Science, 
Mathematic & Engineering Session

High Performance Computing, Computer Science, Mathematic & Engineering

Session HPC 1
Co-chairs:

:

Room 206, MHMK Building
Time 10:00-11:35

Time Code Presenter Title

10:00-10:25 HPC-INV-01
Rudklao Panaram

Electricity Generating 
Authority of Thailand

Mathematics Computing in 
Environmental Quality for Power 
Plant 

10:25-10:50 HPC-INV-02
Monrudee Liangruksa

National Nanotechnology 
Center, Thailand

Mathematical modeling and 
analysis of thermal transport for 
materials design 

10:50-11:05 HPC-ORA-01e
Piyakorn Phanklin

Thammasat University

Loop prevention on Software 
Defined Network using Adaptive 
Virtual Tunnel Network

11:05-11:20 HPC-ORA-02e
Kanjanart Junnawat

Thammasat University

Resilience flow management on 
Software-Defined Network using 
Directed graph for L2 Loop 
prevention

11:20-11:35 HPC-ORA-03e
Dussadee Somjaiwang

King Mongkut’s University

Existence and Approximation of 
Solutions of Coupled Fractional 
Order Hybrid Differential 
Equations
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Special Vendor Session 

Special Vendor Session 

Room 206, MHMK Building
Time 15:45-17:15

Time Code Presenter Title

15:45-16:30 -
HPE Enterprise Infrastructure 
for HPC / AI / Deep Learning

16:30-17:15 -
Providing AI and ML Technology 
That Makes Tomorrow possible, 
Today

Note: Presentation in Thai
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Computational Biology, Bioinformatics, 
Biochemistry and Biophysics Session

Time

09:00-09:45 Plenary Lecture 3

Professor Ras B. Pandey, University of Southern Mississippi, USA 
Title: Morphing structures and dynamics by multi-grain computer 
simulation modeling

Chair: Siriporn Jungsutiwong, Ubon Ratchathani University

Room 207, MHMK Building
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Computational Biology, Bioinformatics, 
Biochemistry and Biophysics Session

Computational Biology, Bioinformatics, Biochemistry and Biophysics

Session BIO 3
Co-chairs: Chia-Ching Chang, National Chiao Tung University

: Chih-Hao Lu, China Medical University

Room 208, MHMK Building
Time 10:00-11:45

Time Code Presenter Title

10:00-10:25 BIO-INV-06
Chia-Ching Chang

National Chiao Tung 
University, Taiwan

Structure and conducting 
mechanism characterization of DNA 

template guided nickel ion chain

10:25-10:50 BIO-INV-07
Tawun remsungnen

Khon Kaen University
Biocompatible MOFs for Drug 

Delivery: Computational Studies

10:50-11:15 BIO-INV-08
Jen-Shiang K. Yu

National Chiao Tung 
University, Taiwan

Catalytic Roles of Histidine and 
Arginine in Pyruvate Class II 

Aldolase

11:15-11:30 BIO-ORA-07e
Kanyani sangpheak

Chulalongkorn University

In silico and in vitro studies of 
chalcones as potent anticancer 

agents with EGFR kinase

11:30-11:45 BIO-ORA-08e
Kanika Verma

Chulalongkorn University

Exploring the Impact of R306C and 
F270V Mutations in β-Tubulin 

Structure and Function: A 
Computational Perspective

Session BIO 4
Ci-chairs: Jen-Shiang K. Yu, National Chiao Tung University

Room 208, MHMK Building
Time 13:00-14:05

Time Code Presenter Title

13:00-13:25 BIO-INV-09
Sira Sriswasdi

Faculty of Medicine, 
Chulalongkorn University

Toward Next-Generation 
Neoantigen Prediction with Deep 
Learning

13:25-13:50 BIO-INV-10
Chih-Hao Lu

China Medical University, 
Taiwan

The relationship between protein 
function and local structural 
conservation

13:50-14:05 BIO-ORA-09e
Thapanar Suwanmajo
Chiang Mai University

Tunable Signal Processing in Multi-
site Phosphorylation Systems via 
Explicit Enzyme Activation
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Computational Chemistry Session

Computational Chemistry

Session CHE 3
Co-chairs: Seiji Mori, Ibaraki University

: Phornphimon Maitarad, Shanghai University

Room 207, MHMK Building
Time 10:00-11:20

Time Code Presenter Title

10:00-10:25 CHE-INV-06
Matthew Paul Gleeson

King Mongkut's Institute of 
Technology

Application of Computational 
Methods in Anti-malarial Drug 
Discovery

10:25-10:50 CHE-INV-07

Deva Priyakumar
International Institute of 
Information Technology, 

Hyderabad, India

Significance of Urea-Aromatic 
Interactions in Biology: A 
Computational Study

10:50-11:05 CHE-ORA-07t
Panyakorn Taweechat*

Chulalongkorn University
Molecular dynamics simulations of 
hyaluronic acid in water

11:05-11:20 CHE-ORA-08
Chartniwat Suksamrarn

Kasetsart University

Computational Study of Binding Mode of 
Depsidones in Vascular Endothelial 
Growth Factor Receptor-2

Session CHE 4
Chair: Siriporn Jungsutiwong, Ubon Ratchathani University

Room 207, MHMK Building
Time 13:00-13:55

Time Code Presenter Title

13:00-13:25 CHE-INV-08
Thana Maihom

Kasetsart University
Kamphaeng Saen Campus

Designing Efficient Nanoporous 
Catalysts for Industrial Chemical 
Reactions

13:25-13:40 CHE-ORA-10e
Wasut Pornpatcharapong

Chiang Mai University

Efficient Two-dimensional Ion Pairing 
Free Energy Surface Computation 
with Gaussian Process Regression

13:40-13:55 CHE-ORA-09e
Wiparat Hotarat

Chulalongkorn University

Delivery of Alpha-mangostin through 
biological membrane using 
cyclodextrins: A molecular dynamics 
simulation study

Session CHE 5
Chair:  Tatiya Chokbunpiam, Ramkhamhaeng University

Room 205, MHMK Building
Time 13:00-13:55

Time Code Presenter Title

13:00-13:25 CHE-INV-09
Tatiya Chokbunpiam

Ramkhamhaeng University

Temperature and Gas Loading 
Induced Structural-Dynamics 
Properties of Zeolitic Imidazolate 
Framework-90 

13:25-13:40 CHE-ORA-11
Jitrayut Jitonnom

Demonstration School of 
University of Phayao

Computational Modeling of Cationic 
Metallocene Polymerizations of 2-
Oxazoline

13:40-13:55 CHE-ORA-12e

Cangtao Yin
Institute of Atomic and 

Molecular Sciences, 
Academia Sinica

The reaction between Criegee
intermediates and sulfur dioxide: not 
really barrierless
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Computational Physics, Fluid Dynamic and Solid 
Mechanics Session

Computational Physics, Fluid Dynamic and Solid Mechanics

Session PHY 3
Co-chairs: Worasak Sukkabot, Ubon Ratchathani University

: Adisak Boonchun, Kasetsart University

Room 205, MHMK Building
Time 10:00-12:00

Time Code Presenter Title

10:00-10:25 PHY-INV-06
Adisak Boonchun

Kasetsart University

The response of electronic 
properties of monolayer to elastic 
strain and the stacking stability of 
bilayer C2N

10:25-10:50 PHY-INV-07
Worasak Sukkabot
Ubon Ratchathani

University

Atomistic tight-binding theory in alloy 
semiconductor nanostructures

10:50-11:05 PHY-ORA-07e
Maneerat Chotsawat

Synchrotron Light 
Research Institute

First-principles study of defects in Bi 
and Al doped orthorhombic PbZrO3

11:05-11:20 PHY-ORA-08
Wutthikrai Busayaporn

Synchrotron Light 
Research Institute

Surface Structure Determination of 
TiO2(110)(1x2) Dynamic Scattering 
of Electrons in LEED-IV
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High Performance Computing, Computer Science, 
Mathematic & Engineering Session

High Performance Computing, Computer Science, Mathematic & Engineering

Session HPC 2
Co-chairs:

:

Room 206, MHMK Building
Time 10:00-11:20

Time Code Presenter Title

10:00-10:25 HPC-INV-03
Manaschai Kunaseth

National Nanotechnology 
Center, Thailand

Shift/Collapse Algorithm for Fast and 
Scalable Many-Body n-Tuple 
Computation on Supercomputers

10:25-10:50 HPC-INV-04
Thiansin Liamsuwan
Thailand Institute of 
Nuclear Technology

Computational Approaches for Pre-
Clinical Study of a New Treatment 
Modality in Radiation Therapy

10:50-11:05 HPC-ORA-04
Pumipat Tongdom

Kasetsart University

Differential equations learning from 
spatial-time series data by the fast 
iterative shrinkage thresholding 
algorithm

11:05-11:20 HPC-ORA-05e
Witcha Benjanirat

Kasetsart University

Wavelet Gakerin Method for solving 
Korteweg-de Vries Equation with 
Neumann Boundary Conditions



POSTER SESSION

Thursday, 2nd August 2018

13:50-15:40, 3rd Floor, MHMK Building

Printed posters should be mounted beginning at 8:00 on Thursday 2nd Aug and MUST be removed 

by 18:00 on the same day. Posters are arranged according to research areas. There will be e-posters 

and printed posters. 

Posters with an odd ID number should be presented from 13:55-14:45. 

Posters with an even ID number should be presented from 14:45-15:35. 
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31

Code Presenter Title

BIO-POS-01
Nitchakan Darai

Chulalongkorn university
In silico screening of chalcones against Epstein-
Barr Nuclear Antigen 1 protein in Epstein-Barr virus.

BIO-POS-02
Jirayu Kammarabutr

Chulalongkorn University
In Silico Studies on Potential Compounds against of 
Viral Hepatitis B Reverse Transcriptase 

BIO-POS-03
Sasipha Seetin 

Kasetsart university

Binding investigation of pyrazine derivative against 
Glycogen synthase kinase-3 (GSK-3β) via in silico 
molecular dynamics simulations

BIO-POS-04
Nayana Bhat

Chulalongkorn university

Molecular insights into substrate binding 
mechanism of Glycerophosphoethanolamine to 
Glycerophosphodiesterase.

BIO-POS-05
Kowit Hengphasatporn

Chulalongkorn University

Homopharma-Based Identification Target of 
Phenolic Lipid Derivatives Against Dengue Virus 
Infected Cell

BIO-POS-06
Pitchayathida Mee-udorn
Chulalongkorn University

Molecular Dynamics Study on Human Serine 
Hydroxymethyltransferase with Pyridoxal Phosphate 
Bound

BIO-POS-07
Peerapong Wongpituk

Chulalongkorn University

Effect of Pyridoxal phosphate on Human Serine 
Hydroxymethyltransferaseby Molecular Dynamic 
Simulation

BIO-POS-08
Mattanun Sangkhawasi

Chulalongkorn University

Effect of phenolic compounds as H5N1 influenza A 
neuraminidase inhibitors by molecular dynamic 
simulation

BIO-ORA-01e
Panupong Mahalapbutr

Chulalongkorn University
Anticancer activity of mansonone G derivatives 
against human non-small cell lung cancer

BIO-ORA-02e
Bodee Nutho

Chulalongkorn University
Reaction Mechanism of the Zika Virus NS2B/NS3 
Serine Protease with Its Substrate: A QM/MM Study

BIO-ORA-03t
Wansiri Innok

Thaksin University

The Potential of Interested Leading Alkaloid and 
Flavonoid Compounds in Thai Herbs against 
Achetylcholinesterase Inhibitory of Alzheimer’s 
Disease

BIO-ORA-04e
Phakawat Chusuth

Chulalongkorn University
The binding of cobratoxin from Naja kaouthia
towards nicotinic acetylcholine receptor (nAChR)

BIO-ORA-05t
Tadsanee Awang

Kasetsart University
Computational Studies of the Adsorption of Human 
Defensin 5 on Bacterial Membranes

BIO-ORA-06t
Channarong Khrutto

Chulalongkorn University
Molecular Dynamics Simulations of M2 Channel in 
Phospholipid Bilayers with Different Thickness

BIO-ORA-07e
Kanyani Sangpheak

Chulalongkorn university
In silico and in vitro studies of chalcones as potent 
anticancer agents with EGFR kinase 

BIO-ORA-08e
Kanika Verma

Chulalongkorn University

Exploring the Impact of R306C and F270V Mutations 
in β-Tubulin Structure and Function: A 
Computational Perspective

BIO-ORA-09e
Thapanar Suwanmajo
Chiang Mai University

Tunable Signal Processing in Multi-site 
Phosphorylation Systems via Explicit Enzyme 
Activation
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Code Presenter Title

CHE-POS-01
Rathawat Daengngern

King Mongkut's Institute of 
Technology Ladkrabang

Dynamics Simulation of Excited-State Intramolecular 
Proton Transfer Reactions of 2,5-bis(2'-benzoxazolyl) 
hydroquinone

CHE-POS-02
Tinnakorn Saelee

Chiang Mai University
Theoretical investigation of Propane Dehydrogenation on 
Ni(111) surface

CHE-POS-03
Khanittha Kerdpol

Chiang Mai University
Replica Exchange Molecular Dynamics Simulations of 2-
Hydroxypropyl-β-Cyclodextrin

CHE-POS-04
Panisak Boonamnaj

Chulalongkorn University
The pH-Dependent Shaping of Water-filled Crevice in the 
Hv1 Channel

CHE-POS-05
Rusrina Salaeh

Chiang Mai University

Electronic and photophysical properties of derivatives of 
2-phenylbenzothiazole and 2-(2´-hydroxyphenyl) 
benzothiazole: Effect of intramolecular hydrogen bonding

CHE-POS-06
Chattarika 

Sukpattanacharoen Chiang 
Mai University

Heteroatom effect on electronic and photophysical 
properties of 3-hydroxyquinolin-4(H)-one and its 
derivatives enhancing in the excited-state intramolecular 
proton transfer processes: A TD-DFT study on 
substitution effect

CHE-POS-07
Karan Bobuatong

Rajamangala University of 
Technology Thanyaburi

Density functional theory insight towards the design of 
ionic liquids for CO2 capture

CHE-POS-08
Narissa Kanlayakan

Chiang Mai University
Path Integral Molecular Dynamics Simulations for 
Muoniated Thioformaldehyde Radicals

CHE-POS-09
Panita Kongsune

Thaksin University
Inhibitory of Influenza H1N1 Hemagglutinin with Flavonoid 
Compounds from Thai Herbs

CHE-POS-10
Bundet Boekfa

Kasetsart University; 
An ONIOM study on the 7-hydroxyl-4-methylcoumarin 
synthesis with H-Beta zeolite

CHE-POS-11
Jakkapan Sirijaraensre

Kasetsart University

Effect of Impurities in MgCl2 Support for Polymerization of 
Ethylene with Heterogeneous Ziegler-Natta Catalyst: A 
DFT Study

CHE-POS-12
Pavee Pongsajanukul

Chulalongkorn University
Computational calculation of CO2 adsorption in  MIL-
127(Fe) Metal Organic Framework

CHE-POS-13
Thanawit Kuamit

Chulalongkorn university
ELECTRONIC PROPERTIES OF PYRENE ADSORBED ON 
GRAPHENE NANOFLAKES

CHE-POS-14
Chirawat Chitpakdee

National nanotechnology 
center

Cooperation of Single Co Atom with Defect MoS2 as a 
High Efficient Catalyst for HDO Reaction: A DFT Study

CHE-POS-15
Warin Jetsadawisut, 

Chulalongkorn university
Molecular Dynamics Simulation of Nanodiscs using 
Coarse-Grained model

CHE-POS-16
Panichakorn Jaiyong

Thammasat University

Computational Insight into Noncovalent Interaction of 
Solid Polymer Electrolytes on Graphene Surface for 
Fabrication of Supercapacitor Electrodes

Computational Chemistry Session
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Code Presenter Title

CHE-POS-17
Anittha Prasertsab

Kasetsart University

Lewis Acid Beta Zeolite Catalyzing the Catalytic 
Hydrogen Transfer of Furfural to Furfuryl alcohol: Insight 
from DFT Calculations

CHE-POS-18
Sarawoot Impeng

National nanotechnology 
center

Theoretical investigation on gas sensing properties of a 
MnN4 moiety embedded graphene (MnN4-graphene)

CHE-POS-19
Fadjar Mulya

Universitas Gadjah Mada

Design a Better Metalloporphyrin Semiconductor: A 
Theoretical Studies on the Effect of Substituents and 
Central Ions

CHE-POS-20
Sunan Kitjaruwankul
Kasetsart University

3D-QSAR and molecular docking of xanthone derivatives 
as HIV-1 reverse transcriptase inhibitors

CHE-POS-21
Sarinya Hadsadee

Ubon ratchathani university
D-π-A-π-A system with isoindigo for dye-sensitized Solar 
cells 

CHE-POS-22
Teeranan Nongnual
Burapha University

The Spatial Resolution in Fluorescent-Particle Tracking 
Affected by Motion Blur

CHE-POS-23
Noppakoon Kharmsri

Chulalongkorn University
Dimer Interactions of H1V Proton Channel in Resting 
State by MolecularDynamics Simulations

CHE-POS-24
Suparada Kamchompoo

Ubon Ratchathani University
Adsorption of hydrogen sulfide over metal exchanged 
zeolite clusters:  A density functional theory study

CHE-ORA-01t
Nuttaporn Janprapa

King Mongkut's University of 
Technology Thonburi

A theoretical study of fluorene based copolymers for 
solar cell applications

CHE-ORA-02t
Rattanawalee Rattanawan

Ubon Ratchathani University

Molecular Engineering of D-A Featured Organic Indole 
Sensitizers for Improving Performance Efficiency of Dye-
Sensitized Solar Cells

CHE-ORA-03e
Pipat Khongpracha

Kasetsart University
Charge Carriers Distribution in Platinum Doped Graphitic 
Carbon Nitride Quantum Dot

CHE-ORA-04t
Yuwanda Injongkol

Ubon Ratchathani University

The mechanism of carbon dioxide hydrogenation to 
formic acid on Pt-boron nitride nanosheets (Pt-BNNSs):  A 
theoretical study

CHE-ORA-05t
Nuttapon Yodsin

Ubon Ratchathani University
The theoretical study of catalytic CO2 hydrogenation to 
formic acid over a metal-decorated carbon nanocone

CHE-ORA-07t
Panyakorn Taweechat 

Chulalongkorn University
Molecular dynamics simulations of hyaluronic acid in 
water

CHE-ORA-09e
Wiparat Hotarat

Chulalongkorn University

Delivery of Alpha-mangostin through biological 
membrane using cyclodextrins: A molecular dynamics 
simulation study

CHE-ORA-10e
Wasut Pornpatcharapong

Chiang Mai University
Efficient Two-dimensional Ion Pairing Free Energy 
Surface Computation with Gaussian Process Regression

CHE-ORA-12e
Cangtao Yin

Academia Sinica
The reaction between Criegee intermediates and sulfur 
dioxide: not really barrierless

Computational Chemistry Session
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Solid Mechanics Session
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Code Presenter Title

PHY-POS-01
Kunwithree Phramrung

King Mongkut's University of 
Technology Thonburi

Meshless local Petrov-Galerkin (MLPG) 
method for HIV model

PHY-POS-02
Naravadee Nualsaard

King Mongkut's University of 
Technology Thonburi

The Numerical Solution of Fractional Black-
Scholes-Schrodinger Equation Using the 
MLPG Method

PHY-ORA-02e
Abdulmutta Thatribud

Prince of Songkla University

Electronic and Optical Properties of Silver 
Chloride Photocatalyst by First Principles 
calculation

PHY-ORA-03t
Sorayot Chinkanjanarot

National Metal and Materials 
Technology Center

Predicting Coefficient of Linear Thermal 
Expansion of Carbon Fiber/Graphene 
Nanoplatelet/EPON862 Hybrid Composites: 
Multiscale Modeling

PHY-ORA-04t
Atipong Malatip

National Metal and Materials 
Technology Center (MTEC)

Matrix Tridiagonalization Methods for 3D 
Finite Element Analysis of Free Vibration

PHY-ORA-05e
Wanfeng Yu

Mae fah luang university
Identify Transient Sources from GOTO Sky 
Survey Data with Clustering Method 

PHY-ORA-06e
Vichayanun Wachirapusitanand

Chulalongkorn University

Machine Learning system mimicking 
student’s choice in Particle Data Analysis 
laboratory activity

PHY-ORA-07e
Maneerat Chotsawat

Synchrotron Light Research 
Institute

First-principles study of defects in Bi and Al 
doped orthorhombic PbZrO3



High Performance Computing, Computer 
Science, Mathematic & Engineering Session
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Code Presenter Title

HPC-ORA-01e
Piyakorn Phanklin

Thammasat University

Loop prevention on Software Defined Network 
using Adaptive Virtual Tunnel Network

HPC-ORA-02e
Kanjanart Junnawat

Thammasat University

Resilience flow management on Software-
Defined Network using Directed graph for L2 
Loop prevention

HPC-ORA-03e
Dussadee Somjaiwang

King Mongkut’s University

Existence and Approximation of Solutions of 
Coupled Fractional Order Hybrid Differential 
Equations

HPC-ORA-05e
Witcha Benjanirat

Kasetsart University

Wavelet Gakerin Method for solving Korteweg-
de Vries Equation with Neumann Boundary 
Conditions
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36



CHE-ORA-01t
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A theoretical study of fluorene based copolymers for solar cell applications

Nuttaporn Janprapa1, and Chinapong Kritayakornupong1,*

Department of Chemistry, Faculty of Science, King Mongkut’s University of Technology Thonburi, 
Bangkok, 10140, Thailand

* E‐mail: corresponding author email; chinapong.kri@kmutt.ac.th; Fax: +66(2)470‐8962;                               
Tel. +66(2)470‐8962

ABSTRACT

Keywords:

INTRODUCTION



CHE-ORA-01t
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THEORY AND RELATED WORKS

COMPUTATIONAL DETAILS



CHE-ORA-01t
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RESULTS AND DISCUSSION

Structural properties



CHE-ORA-01t
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HOMO, LUMO, and Band gaps



CHE-ORA-01t
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Ionization Potentials and Electron Affinities

Reorganization energies



CONCLUSION

CHE-ORA-01t
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Computational Study of Binding Mode of Depsidones in Vascular 
Endothelial Growth Factor Receptor‐2

C. Suksamrarn1,  P. Saparpakorn1,2 and S. Hannongbua1,2,C

1Department of Chemistry, Faculty of Science, Kasetsart University, Bangkok, Thailand

2Center for Advanced Studies in Nanotechnology and Its Applications in Chemical, Food and 
Agricultural Industries, KU institute for Advanced Studies, Kasetsart University, Bangkok 10900, 

Thailand

CE‐mail: fscisph@ku.ac.th; Fax: +66 2 562 5555 ext 647671; Tel. +66 2 562 5555 ext 647541

ABSTRACT

Keywords:

INTRODUCTION

CHE-ORA-08
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CHE-ORA-08
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METHODOLOGY

Three dimensional structures of depsidones



CHE-ORA-08
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Geometry optimization and quantum chemical calculations

Molecular docking calculations

RESULTS AND DISCUSSION

Structural stability



CHE-ORA-08
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CHE-ORA-08
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Binding mode of the depsidones in VEGFR‐2



CHE-ORA-08
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CONCLUSION
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Identify Transient Sources from GOTO Sky Survey Data 
with Clustering Method

W. Yu1, R. Yoyponsan2, T. Boongoen3, J. Mullaney4, K. Ulaczyk5, U. Sawangwit6

and A. Eungwanichayapant1C

1School of Science, Mae Fah Luang University, Chiang Rai, 57100 Thailand
2Department of Physics, Faculty of Science, Chiang Mai University, Chiang Mai, 50200 Thailand

3School of Information Technology, Mae Fah Luang University, Chiang Rai, 57100 Thailand
4Department of Physics and Astronomy, University of Sheffield, Sheffield S10 2TN, UK

5The University of Warwick, Coventry CV4 7AL, UK
6National Astronomical Research Institute of Thailand, Chiang Mai, 50180 Thailand

CE‐mail: anant@mfu.ac.th;  Fax: +66 5 391 6777;  Tel. +66 5 391 6782

ABSTRACT

Keywords:

INTRODUCTION

PHY-ORA-05e
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THEORY AND RELATED WORKS

PHY-ORA-05e
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COMPUTATIONAL DETAILS

Data Acquisition

PHY-ORA-05e
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Data Preparation

PHY-ORA-05e
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PHY-ORA-05e
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Data Cleaning

Data Transformation

Data Normalization

PCA

Clustering Techniques

PHY-ORA-05e
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Clustering Index

RESULTS AND DISCUSSION

PHY-ORA-05e
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CONCLUSION



PHY-ORA-05e

63

ACKNOWLEDGMENTS

REFERENCES



Loop prevention on Software Defined Network using Adaptive Virtual 
Tunnel Network
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