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PL Plenary Lecture

INV Invited Speaker

ANC  Analytical Chemistry

CHE  Chemical Education .
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PPC Polymer and Petroleum Chemistry

PRESENTATION CODE

Presentation codes are assigned for each presentation in form of

AAA-OR-000 for Oral presentation, and

AAA-PO-000 for Poster presentation

Where AAA is the abbreviation for conference session and 000 is identification
number for each article (starting from 001, 002, 003, ...)

‘ORAL PRESENTATION R

Oral presentation rooms will be equipped with the mo:os::m items:
- A computer running WINDOWS 7 operating system, with MS office
2007/2010, Acrobat Reader 10.0

- A LCD video projector _

All presenters can upload their presentation files to the computer in the oral presentation
room located on the 3, 7" and 8" floor from 08.15 a.m. onwards. A technician will be
available to assist you. The time slot for 30 minutes including discussion is allocated for
each invited speaker, and 15 minutes including discussion is for each oral presentation
(12 minutes for presentation and 3 minutes for discussion).

POSTER PRESENTATION

There are two poster presentation sessions for PACCON2015. The poster size is 120
centimeters (Height) by 90 centimeter (Width). Your poster code will be located on
the poster board in the Watergate Ballroom on the 6" floor. Mounting materials will be
provided in the poster presentation session area. Due to a large number of poster
contributions, the presenters are kindly requested to mount up and remove the posters
strictly following the appointed schedule.
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Time
Poster Presentation Installation | Display Discussion | Removal
Session/Session Code and Poster
Registration
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session I CHE
Wednesday, FAC
January 21, NMC
2015 PHY
(Watergate
Ballroom
Section A)
Poster ANC-2  [12.00-16.00 |12.00-18.00 |17.00-18.00 | Before 18.30
presentation | MSN-2
session II ENV
Thursday, ICI
January 22, INC
2015 ORC
(Watergate PPC
Ballroom
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m:::mw of Tween 20 and Styrene-(Ethylene Butylene)-Styrene Interactions
using Fluorescence Polarity Indicator and Steady-state Anisotropy

\ Wachirapong Phongpheaw', Sunan Saikrasun® and Opas Tojira'*
Department of Chemistry, Faculty of Science and Technology, Thammasat University,
’ . Pathum Thani, 12120, Thailand '
Department of Chemistry and Center of Excellence for Innovation in Chemistry,
Mahasarakham University, Mahasarakham 44150, Thailand w
*E-mail: opas_tojira@yahoo.com

Department of Chemistry, Faculty of Science

. ,?«o different fluorescence-based techniques: pyrene polarity indicator and pyrene steady-state
mnaws‘ovw have been used to study the surfactant-polymer interactions of polyoxyethylene (20)
sorbitan monolaurate (Tween 20) and styrene-(ethylene butylene)-styrene (SEBS) in toluene

* The fluorescence polarity data from the system describe changes in dimension and co:mioc.q of
tween No. when the concentration increases. The fluorescence anisotropy shows w.soRmmo in the
system viscosity when the concentration of SEBS was increased.

* Fluctuation in the fluorescence data which was observed in the mixture of Tween 20 and SEBS in
toluene indicates the complication of the intermolecular interactions within the system.

Keywords Styrene-(ethyl " . . )
palariy yrene-(ethylene butylene)-styrene; Tween 20; Fluorescence anisotropy; Fluorescence

The Effect of Reversing the Location of Don

; of | or and Acceptor Groups on

AP the Aromaticity and Electronic Structure of a Seri i !

To Wc_%-uuq-@_o»_ﬂmn Lo eries of Substituted

\ Thawalrat Ratanadachanakin'*, Willard E. Collier**

N.nmo::k of Science, Maejo University, Sansai, Chiang Mai, 50290, Thailand

Department of Chemistry, Tuskegee University, Tuskegee; AL 36088, USA
*E-mail : weollier@mytu.tuskegee.edu; thawalrat@mju.ac.th

* We ﬂ.ymoa -NH, (push) and -BH,, -C=N, -NO,, and ~F (pull) groups to attenuate the polarity of
a series of poly-2,7-[2]-calicenes.
10) * “Reversed” poly-2,7-[2]calicene derivatives range from 0.8D to 10.5D compared t i
) 3 A b
PHY poly-2,7-[2]-calicene at 13.0D. A

* Combined with earlier work, we have d onstrated tha .O~<1Mq 7-[2 i ivativi
> cali d
Combine: . I . .m emonstrated that p cene derivatives can be

Keywords Push-pull effect; Calicene; Density functional theory; Nucleus independent chemical shift;
Aromaticity “
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HIV-1 RT: Molecular Docking and Ab Initio FMO Calculations

) Specific Interaction Between Diarylpyrimidine Derivatives and WM‘W
@)

Ryushi Kadoya', Tatsuro Mizushima', Tomoya Suzuki', Pharit Kamsri’,
Pijittra Meewong’ , Pornpan Pungpo’ and Noriyuki Kurita',*
'Department of Computer Science and Engineering, Toyohashi University of Technology,
Tempaku-cho, Toyohashi, Aichi, 441-8580, Japan
?Department of Chemistry, Faculty of Science, Ubon Ratchathani University,85 Sthollmark Rd.,
Warinchamrap, Ubonratchathani 34190, Thailand;

*E-mail: kurita@cs.tut.ac.jp

Using ab initio molecular simulations, we studied the
specific interactions between HIV-1 RT and some
diarylpyrimidines at atomic and electronic levels. This
figure shows the structure of the RT + a novel ligand
complex obtained by our simulations. Our ab initio
MO calculations also elucidated that this ligand binds
strongly to RT, indicating that this ligand can be a
potent inhibitor to RT.

-
Keywords Diarylpyrimidines; TMC derivatives; Fragment molecular orbital; Binding energy;
Specific interaction; Inhibitor to RT

Y
PHY ) Specific Interactions between Acetyl- and Butyryl-Cholinesterase 14
%AW and their Inhibitors: Ab Initio Molecular Simulations %‘ 3

Tomoya Suzuki', Takeru Murakawa', Ryushi Kadoya', Mahmud Tareq Hassan Khan’
and Noriyuki Kurita' *
' Department of Computer Science and Engineering, Toyohashi University of Technology,
Tempaku-cho, Toyohashi, Aichi, 441-8580, Japan
?Holmboevegen 3B, 9010 Tromse, Norway
*E-mail: kurita@cs.tut.ac.jp

We investigated the specific interactions between acetyl-
and butyryl-cholinesterase and novel ligands, using
molecular simulations based on classical molecular
mechanics and ab initio fragment molecular orbital
methods. Based on the results simulated, we elucidated
which part of the ligands contributes to the binding to the
cholinesterases and proposed novel potent ligands, which
have strong binding affinity to the both cholinesterases.
Figure shows the optimized structure of the complex of
butyryl-cholinesterase + ligand.

Keywords Protein-ligand docking; Molecular mechanics; Molecular orbital calculation; Inhibitor ;
Acetylcholine
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The Effect of Reversing the Location of Donor and Acceptor
Groups on the Aromaticity and Electronic Structure of a Series of
Substituted Poly-2,7-[2]calicenes

Thawalrat Ratanadachanakin'*, Willard E. Collier**

'Faculty of Science, Maejo University, Sansai, Chiang Mai, 50290, Thailand
’Department of Chemistry, Tuskegee University, Tuskegee, AL 36088, USA
*E-mail: weollier@mytu.tuskegee. edu; thawalrat@mju. ac.th

Earlier research had reported the push-pull effect on the aromaticity and electronic structure of a
series of substituted poly-2,7-[2]calicenes using density functional theory (DFT). Since poly-2,7-
[2]calicene is asymmetrical, in that study we used -NHj as an electron donor (push) on the
terminal three-membered ring and -BH,, -C=N, -NO,, and —F as electron acceptors (pull) on the
terminal five-membered ring to enhance the natural polarity of the molecule. The dipole moments
of the nine derivatives ranged from 16.0 D to 31.5 D compared to 13.0 D for unsubstituted poly-
2,7-[2]calicene. In this study, we used -NH, as an electron donor (push) on the terminal five-
membered ring and -BH,, -C=N, -NO,, and —F as electron acceptors (pull) on the terminal three-
membered ring in order to attenuate the natural polarity of the series of substituted poly-2,7-
[2]calicenes. The dipole moments of the “reversed” derivatives ranged from 0.8 D to 10.5D. We
will discuss these results along with the “reversed” push-pull effect on the structures and NMR
properties of this series of substituted poly-2,7-[2]calicenes. The properties of the reference
molecules calicene, benzene, cyclopentadienyl anion, and cyclopropenyl cation are also included.
All geometries, vibrational frequencies, and properties (dipoles, NMR, etc.) are reported at
B3LYP/6-31+g(d,p) level of theory.

Keywords Push-pull Effect; Calicene; Density Functional Theory; Nucleus Independent Chemical
Shift; Aromaticity
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