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Molecular simulations have become an essential tool in Physics, Chemistry,
Biological/Material Sciences and Engineering over the last few decades. International
Conference on Molecular Simulations (ICMS) was initiated by Molecular Simulation
Society of Japan in 1994 to promote molecular simulations as a platform for inter-
disciplinary research. The first three meetings were held in 1994, 2004 and 2013 in
Fuku, Tsukuba and Kobe, respectively. Due to the rapid developments in molecular
simulations in the new millennium, it was decided to hold ICMS every three years with
a formation of a standing committee consist of board members from Taiwan, Singapore,
Korea, Japan, India, China, and Australia.

The fourth ICMS was held in 2016 in Shanghai with more than 500 participants from
21 countries. The fifth ICMS were held in Jeju in 2019 with more than 300 participants
from 20 countries. We are honored to be designated to host the 6th ICMS in Taipei in
2022. The outbreak of COVID-19 has hindered almost all in-person meetings and the
standing committee has approved to deferred the sixth ICMS to 2023.

We are all optimistic that Taiwan will soon recover from COVID-19 and the ICMS 2023
will not only provide a platform for scientists and engineers to meet in person to share
state-of-the art development in molecular simulations. Members of the standing
committee have recommended a list of top researchers in the field of molecular
simulations, thus ICMS 2023 will facilitate international collaborations, and promote
scientific and technological advances through molecular simulations.

The local organizing committee consists of members from Academia Sinica, National
Taiwan University, National Taiwan Normal University, National Central University,
National Yang Ming Chiao Tung University and National Sun Yat-sen University in the
fields of Physics, Chemistry, Bioinformatics, Materials Sciences and Chemical
Engineering. In this event, we will showcase our research capacity through
plenary/keynote talks by senior members and invited talks by young researchers in
Taiwan. The whole program is designed to allow not only faculty members, but also
junior members (post-doc and students) to be able to participate in ICMS 2023.
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¢ Biological Systems and Medicine
¢ (Catalysis and Surface Science
¢ Computational Material Sciences
¢ Machine Learning and Al, and Molecular Modeling
¢ Quantum Dynamics and Spectroscopy
¢ Theory and Methodology

Talpei

Taiwan
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October 6 (FRI)  October 7 (SAT) October 8 (SUN) October 9 (MON)

08:00 Registration
Opening
08:30 Registration Registration
Ceremony
09:00 Plenary Talk Plenary Talk Plenary Talk
09:40 Coffee Break Coffee Break Coffee Break
10:00 Session A Session D Session G
12:00 Lunch Lunch Lunch
13:00 Session B Session E Session H
15:00 Coffee Break
Coffee Break Coffee Break
15:20
Plenary Talk
15:30
16:00 Session F Closing Ceremony
16:30 Session C
17:00 Break
Registration
17:20
17:30 Break Plenary Talk
17:40
Plenary Talk
18:00
18:20 Welcome
18:30 Reception Poster session
20:00 and Dinner Banquet
20:30
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