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APPENDIX A 

Definitions 

1. Calculation of Reaction Probability  

Reaction probability of each system is calculated from all active ESPT trajectories 

divided by a total number of trajectories.  

Reaction probability = 
Number of the ESPT reaction trajectories

Total number of trajectories
  

 

2. Proton Transfer Time  

The proton transfer time is an intersection point between the average breaking 

bond (X–H) and the average forming bond (H–Y) in Å. 

 

 

Interested part of the molecule used for determining proton transfer time 

 

3. Definition of Proton Transfer and Hydrogen-Atom Transfer  

All active excited-state proton transfer trajectories were analyzed. The analysis 

shows that the first excited state is always characterized by a ππ* transition. This 

implies that the dynamics along the first excited state takes place purely in the ππ* state, 

characterizing a proton transfer process and there are rare contributions from nπ* states. 

However, no πσ* state (a hydrogen-atom transfer process) is found in this work. 
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Molecular orbital of HBO molecule at π, π*, and σ* states
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APPENDIX B 

Scholarships 

Selected Poster Presentations  

1) 14 – 18 January 2013: the ‘The Winter School of Sokendai/Asian CORE Program’ 

National Institutes for Natural Sciences, Japan  

2) 13 – 16 January 2015: the ‘The Winter School of Sokendai/Asian CORE Program’ 

National Institutes for Natural Sciences, Japan  

3) 6 – 10 March 2015: the ‘Asian Academic Seminar and School 2015’, Kolkata, 

India with financial supported by Institute of Molecular Sciences, Japan 

Short-Term Visits  

1) 21 April – 21 July 2013: Three-month cooperation exchange research in Nagoya 

University, Nagoya, Japan with financial supported by Graduate School of 

Science, Nagoya University, Japan 

2) 1 September 2014 – 31 August 2015: Cooperation exchange research in Nagoya 

University, Nagoya, Japan with financial supported by Science Achievement 

Scholarship of Thailand (SAST) 
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APPENDIX C 

Conferences and Workshops 

Poster and Oral Presentations 

1)  14 – 18 January 2013: Poster presentation at ‘The Winter School of Sokendai/ 

Asian CORE Program’ National Institutes for Natural Sciences, Higashi-Okazaki, 

Japan 

2) 23 - 25 January 2013: Poster presentation at ‘Pure and Applied Chemistry 

International Conference (PACCON2013)’ at The Tide Resort, Burapha 

University, Chonburi 

3) 22 February 2013: Poster presentation at ‘RGJ Seminar Series XCIV Materials 

Science for the Sustainable Society’ at SCB2, Faculty of Science, Chiang Mai 

University, Chiang Mai 

4) 9 – 12 December 2013: Poster presentation at ‘International Workshop on 

Frontiers of Theoretical and Computational Physics and Chemistry (WFTCPC 

2013)’ at the Tide Resort, Chonburi 

5) 21 – 23 August 2014: Poster presentation at ‘The 2nd International Conference on 

Computational Science and Engineering (ICCSE-2014)’ at Rex Hotel, Ho Chi 

Minh City, Vietnam 

6) 13 – 16 January 2015: Poster presentation at ‘The Winter School of Sokendai/ 

Asian CORE Program’ National Institutes for Natural Sciences, Higashi-Okazaki, 

Japan 

7) 6 – 10 March 2015: Poster presentation at Asian Academic Seminar and School 

2015, Kolkata, India 
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8) 8 – 13 June 2015: Poster presentation at the 15th International Congress of 

Quantum Chemistry, (15th ICQC), Tsinghua, Beijing, China 

9) 17 – 19 June 2015: Oral presentation at 19th International Annual Symposium on 

Computational Science and Engineering (ANSCSE19)’ at Ubon Ratchathani 

University, Ubon Ratchatani 

10) 9 – 11 February 2016: Poster presentation at ‘Pure and Applied Chemistry 

International Conference (PACCON2016)’ at BITEC, Bangkok 

Workshops 

1) 14 – 17 October 2013 : ‘The 10th Thai Summer School on Computational 

Chemistry (10-TS2C2)’ at Kasetsart University, Sriracha Campus, Chonburi 

2) 26 – 27 September 2015 : ‘SAST camp for the graduate students’ at the Royal 

River Hotel, Bangkok 

3)  24 – 27 November 2015 : ‘Molecular Designs for Advanced Materials: Workshop 

and Conference’ at Chiang Mai University, Chiang Mai 

4) 24 – 27 November 2015 : Organizer of ‘Molecular Designs for Advanced 

Materials: Workshop and Conference’ at Chiang Mai University, Chiang Mai 
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APPENDIX D 

Publications and Posters 
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