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09:30-09:50 Registration opens

09:50-10:00 General Meeting of T2CoMSA

Session I _Chair : Kaito Takahashi
NO.01 10:00-10:15 Cheng-chau Chiu = yz4z (Academia Sinica)

“ A Computational Study on H> Absorption in a Porous Framework Structure ... and

the Uncertainty of its Results”

NO.02 10:15-10:30 Abdul Hannan Khan (National Taiwan University of Science and Technology)

“ Computational Study of Methane Storage in Metal Organic Framework
(MOF-74-Ni)”

Invite 10:30-10:50 Dr. Yi-Cheng Cheng #2- % #7&

(Materials & Electro-Optics Research Division , National Chung-Shan Institue of
Science and Technology * Lt & fr 44 Tk T A7 7 #7)
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10:50-11:05 Coffee Break

Session Il _Chair_: Hsin-Tsung Chen / Shih-1 Lu
NO.03 11:05-11:20 Bing-Cheng Ji & % -k (National Taiwan University of Science and Technology)
“ Theoretical Study of CO Oxidation on IrO2(110) Surface”

NO.04 11:20-11:35 Chen-Cheng Liao 7 #= = (National Taiwan Normal University)
““ Mechanistic Study of Hydrogen Evolution Reaction on Single Atomic Platinum
Catalyst”

NO.05 11:35-11:50 Chun-Chih Chang 3% 454 (National Taiwan Normal University)
““ A Computational Exploration on CO Reduction via CO Dimerization on
Mixed-Valence Copper Oxide Surface”

NO.06 11:50-12:05 Yu-Te Chan 2 3 ¥# (National Taiwan Normal University)
““ Enhancing C-C Bond Formation by the Surface Strain: Investigating the C2 and
C3 Intermediate Formation on the Grain Boundary Regions™



NO.07 12:05-12:20

Ranganathan Krishnan = k] (Chung Yuan Christian University)
“ Theoretical Evidence of CO Oxidation on Pt Supported Penta-Graphene: A
Density Functional Study”

12:20-13:30 Lunch break

13:30-14:30 Poster session

Session 11l Chair : Liang-Yan Hsu

NO.08 14:30-14:45

NO.09 14:45-15:00

NO.10 15:00-15:15

Session IV Chair -

Petra Shih »# 7t43 (National Taiwan University)
*“ A Theoretical Study on the Qx—Qy Internal Conversion in Chlorophylls™

=

Jen-Hao Ou # * % (National Taiwan University)

““ Band Structure of the Incommensurate Quasi-One-Dimensional Chromium
Extended Metal Atom Chain”

Wei-Chih Chen & = 4 (National Taiwan University)

““ A Theoretical Study of Vibronic Coupling in Different Excited States of Polycyclic
Aromatic Hydrocarbons”

Jen-Shiang Yu

NO.11 15:15-15:30

NO.12 15:30-15:45

NO.13 15:45-16:00

Yun-Wen Chen 3k~ (Academia Sinica)

“ Wide Bandgap Tunability of Halide Perovskites via Volumetric Strain™

Wan-Yi Lin +k# i% (National Taiwan University of Science and Technology)
“ ADFT Study on Water Adsorption on Boron Doped Carbon Nanotubes: Effects of

Doping Concentration”

Jheng-Hua Luo % i+ # (National Cheng-Kung University) [* < #3]
* Dual Functions of Water in Stabilizing the Metal-Pentazolate Hydrates
[M(Ns)2(H20)4]-4H20 (M = Mn, Fe, Co, and Zn) High-Energy Density Materials™

16:00-16:15 Coffee Break

Session V' Chair : Hsing-Yin Chen




NO.14 16:15-16:30 Ming-Hsiu Hsieh 2+p? iz (National Chiao Tung University)
“ Theoretical Investigation of Fragmentation Mechanisms of Thaimin in
Transketolase — the Role of Glu418™

NO.15 16:30-16:45 Zih-Jie Tai £*+ % (National Taiwan University of Science and Technology)
“ The First Principle Molecular Dynamic Simulation of the Electrolyte Reduction
Mechanisms with/without Anode for Li-ion Battery”

Invite 16:45-17:05 RKx 5%k <z - %if > 14
Alumni Experience Sharing (I): Mr. Pei-Chuan Chu

Invite 17:05-17:25 xSz - 2 8% # L
Alumni Experience Sharing (I1): Dr. Sheng-Jui Lee

17:25-17:40 Closing (Awards) Ceremony _Chair : Pei-Kun Yang
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A Computational Exploration on CO2 Reduction via C2 dimerization on
Mixed-Valence Cu,0O Surface

CO. Capturing by Covalent Organic Frameworks: A Molecular Dynamic
Study

Extension of the Kinetic Energy Partition Method to Many-body Systems

Wannier Excitons of Carbon Nanotubes with Helical Symmetry

Hydrogen Storage on Boron and Nitrogen Doped Penta-graphene Studied
by DFT Calculations

Computational Electrochemical Reduction of CO on Cu(711) surface

The Fluorescence of Organic Compounds Analyze via Machine Learning

Unveiling the Substrate Channeling Dynamics of Prostacyclin Synthases
by Molecular Dynamics Simulation and Small-Angle X-ray Scattering

On the Ligand Conformation of Extended Metal Atom Chains (EMACS):
from Planar to Helical and Hemihelical

Molecular Dynamics Simulations of Transport and Structural Properties of
sCOz by Adaptive Force Matching Method



