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ABSTRACT

Structure-activity relationships of HIV-1 reverse transcriptase and its inhibitors to
design the next generation drug, including new synthesized compounds were
investiaged, leading to biophysical investigation, enzyme assay development and
enzyme kinetics investigation. The binding of HIV-1 RT and three generation drugs,
including nevirapine (first generation drug), efavirenz (second generation drug) and
etravirene (third generation drug) were successfully performed. This can be the first
time of investigation based on NMR spectroscopic technigue, The obtained results
demonstrated an advancement of enzyme-drug interaction that can distinguish the
difference of each drug generation. NMR spectroscopic analysis can explain the
specificity of drug binding through the labeled M134 amino acid. The finding can be a
useful screening technigue of new compound in the future, based on the chemical
shift pattern differences of each drug generation and reduction of drug screening
process. In addition, the energy binding of the enzyme and its inhibitor, such as
nevirapin, were also investigated, based on isothermal titration calorimetry (ITC). The
results show an agreement between experimental and theoretical investigation.
Moreover, x-ray crystallographic study of the enzyme and its inhibitors were also
investigated. The understanding of the enzyme structure can give insight into drug-
enzyme interaction and its mechanism, In this work, MD Simulations protocol was
developed in order to predict the binding energy of enzyme and inhibitors and
compared well with experimental results. Some compounds were synthesized based
on de novo design, and biological activity testing and crystallographic study were
performed. The expectation is to obtain the new lead for the fourth generation drug in
near future. The predicted toxicity of the compounds, based on ADMET propeities was
investigated and can also be a helpful technigue to screen new lead compound prior
to animal testing.

It is worth to mention that structure-activity relationships for molecular targets
of some diseases such as DHFR for anti-malarials, anti-Dengue, anti-tuberculosis, anti-
cancer, anti-oxidant were also studied. Investigation on kinetics of some chemical
reactions which is hardly performed by experiment, is also emphasized. The tasks
were focused on fluorescent compounds, thin-film polymers, polymers for solar cell
applications. In conclusion, the development of HIV-1 RT inhibitor for mutant enzyme
has been investigated based on multidisciplinary approaches and frontier in drug
discovery research at international standard. The potential lead compound will be
further studied to develop as a next generation anti-AIDS drug. The strength of
Computer aided molecular design for drug discovery research has been completely set
up in Thailand and help to the sustainable development of the country for future.
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to Identify Novel Inhibitors of Phosphomevalonate Kinase, Biochem. Biophys.
Res. Com., 430(1), 313-319 (2013). (IF 2012 = 2.406)

Prajongtat, P., Suramitr, S., Gleeson, M.P., Mitsuke, K, and Hannongbua, S.%,
Enhancement of the Solubility, Thermal Stability, and Electronic Properties of
Carbon Nanotubes Functionalized with MEH-PPV: A Combined Experimental
and Computational study, Monatshfte fuer Chemie, 144(7), 925-935 (2013). (IF
2012 = 1.629)

Prajongtat, P., Promyothee, D., and Hannongbua, S.*, Key Role of Hydrazine to
the Interaction between Oxaloacetic against Phosphoenolpyruvic
Carboxykinase (PEPCK): ONIOM Calculations, J.Mol.Mod,, 19(8), 3165-3174
(2013). (IF 2012 = 1.984)

Kungwan, N.¥, Daengngern, R., Piansawan, T, Hannongbua, S., and Barbatti, M.,
Theoretical study on excited-state intermolecular proton transfer reactions of
1H-pyrrolo[3,2-hlquinoline with water and methanol, Theor. Chem. Acc,, 132,
1397 (2013). {IF 2012 = 2.233) DOI 10.1007/s00214-013-1397-x

Kamsri, P., Punkvang, A., Pongprom, N., Srisupan, A, Saparpakorn, P,
Hannongbua, S, Wolschann, P, Pungpo, P.*, Key structural features of
azanaphthoquinone annelated pyrrole derivative as anticancer agents based
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17.

18.

19.

20.

21,

22.

23,

24,

on the rational drug design approaches, Molecular Informatics 32 (5-6) , 541-
554 (2013). (IF 2012 = 2.338)

Daengngern, R., Kerdpol, K, Kungwan, N.¥, Hannongbua, 5., and Barbatti, M.,
Dynamics simulations of excited-state triple proton transfer in7-azaindole
complexes with water, water-methanol and methanol, J Photochem
Photobio A:=Chemistry, 266 , 28-36 (2013). (IF 2012 = 2.416)

Promkatkaew, M., Suramitr, S., Karpkird, T., Wanichwecharungruang, S., Ehara,
M., and Hannongoua, S.*, Photophysical Properties and Photochemistry of
Substituted Cinnamates and Cinnamic Acids for UVB Blocking: Effect of
Hydroxy, Nitro, and Fluoro Substitutions at ortho, meta, and para Positions,
Photochemical & Photobiological Sciences, 13, 583 January (2014). (IF 2013 =
2.939).

Promkatkaew, M. Gleeson, D. Hannongbua, Supa, Gleeson, M. P.%, Skin
Sensitization Prediction Using Quantum Chemical Calculations: A Theoretical
Model for the SNAr Domain, Chemical Research in Toxicology, 27(1), 51-60
(2014) (IF 2013 = 4.19)

Okoshi, M., Saparpakorn, P., Takada, Y., Hannongbua, S, and Nakai, H.,
Theoretical Study on the Selective Fluorescence of PicoGreen: Binding
Models and Photophysical Properties, Bull. Chem. Soc. Jpn. 87(2), 267-273
(2014). (IF 2013 = 2.222)

Kunewan, N., Kerdpol, K., Daengngern, R., Hannongbua, 5., Barbatti, M., Effects
of the second hydration shell on excited-state muttiple proton transfer:
dynamics simulations of 7-azaindole:(H,0)_s clusters in the gas phase,
Theoretical Chemistry Accounts, 133, 1480, March (2014) (IF 2013 = 2.143)
Rungrotmongkol, T., Mulholland, AJ, and Hannongbua, S.*, QM/MM
simulations indicate that Asp185 is the likely catalytic base in the enzymatic

reaction of HIV-1 reverse transcriptase, Med. Chem. Commun.,, 5 (5), 593 -
596, April (2014) DOL:10.1039/C3MDO0319A. (IF 2013 = 2.626)

Somboon, T., Ochiai, J., Treesuwan, W., Gleeson, M.P., Hannongbua, S.* and
Mori, S.*, Mechanistic insights into the catalytic reaction of plant allene oxide
synthase (pAOS) via QM and QM/MM calculations, Journal of Molecular
Graphics and  Modelling, 52,  20-29,  (uly)  (2014).  DOL
10.1016/j,jmegm.2014.05.012 (IF 2013 = 2.002)

Kamsri, P., Punkvang, A., Saparpakorn, P., Hannongbua, S., Irte, S., and Pungpo,
p* Elucidating the structural basis of diphenyl ether derivatives as highly
potent enoyl-ACP reductase inhibitors  through  molecular dynamics
simulations and 3D-QSAR study, J Mol Mod., 20, 2319 (2014). DO
10.1007/500894-014-2319-0 (IF 2013 = 1.867)
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25.

26.

27.

28,

29.

30.

31.

32.

33.

Mokmak W, Chunsrivirot S, Hannongbua S, Yuthavong Y, Tongsima S,
Kamchonwongpaisan S.% Molecular Dynamics of Interactions between Rigid
and Flexible Antifolates and Dihydrofolate Reductase from Pyrimethamine-
Sensitive and Pyrimethamine-Resistant Plasmodium falciparum. Chem Biol
Drug Des. 84(4), 450-61, (October) (2014) (Impact Factor 2013 = 2.507)
Chainukool, S., Goto, M., Hannongbua, S., and Shotipruk, A.*, Subcritical Water
Extraction of Resveratrot from Barks of Shorea Roxburghii G. Don. Separation
Science and Technology, 49, 13, 2014 DOI:10.1080/01496395.2014.905595
(IF 2013 = 1.2}

Jungtanasombut, W., Preeprem, P., Kovitvadhi, U, Hannongbua, S.*, and
Kovitvadhi, S., Effects of Reactive Red 239 on Morphological Development of
Zebrafish (Danio rerio) Embryos, Kasetsart J. (Nat. Sci.} 48: 619 — 628 (2014).
Chen, C. J,, Jiang, R, Wang, G., Jiao, R. H., Tancharoen, C,, Sudto, K., Vajarothai,
S, Hannongbua, S, Ge, HM., Tan, RX, Oligostilbenoids with
Acetylcholinesterase Inhibitory Activity from Dipterocarpus alatus. Planta
Med. 80: 1641 — 1646 (2014) (IF 2013 = 2.35). DOI: 10.1055/5-0034-1383194
Phuangsawai, Q., Hannongbua, S., Gleeson, M.P.*, Elucidating the Origin of the
Esterase Activity of Human Serum Albumin using OM/MM Calculations, J.Phys.
Chem. B, 2014, 118 (41), 11886-11894. (IF 2013 = 3.377)

Treesuwan, W%, Suramitr, S., and Hannongbua, S., Elucidation of hydroxyl
groups-antioxidant relationship in mono- and dihydroxyflavones based on O-H
bond dissociation enthalpies, /. Mol. Graph. Mod. 21: 137 (2015). {IF 2013 =
2.022)

Thammaporn, R., Yagi-Utsumi, M., Yamaguchi, T., Boonsri, P., Saparpakom, P.,
Choowongkomon, K., Techasakul, S., Kato, K., and Hannongbua, 5.*, NMR
analysis of [methyl-13Clmethionine HIV-1 reverse transcriptase binding to the
first, second and third generation NNRTIs, Sci. Rep. (2015), revised.

Sudto, K., Tancharoen, C., Thammaporn, R., Phromyothin, D., Jankam, C., Qin,
Yan-Hua, Vajrodaya, S., Techasakul, S., Ingkaninan, K., Ge, Hui-Ming, Tan, Ren-
Xiang, and Hannongbua, S.* Resveratrol oligomers from stem bark of Thai
Dipterocapaceous plant (Shorea roxburghii G. Don), to be submitted (2015).
Boonyarat, W., Treesuwan, W., Saparpakom, P., Choowongkomol, K, and
Hannongbua, S.* Distribution and dynamics of retinol, O-tocopherol and
phylloguinone into Dipatmitoylphosphatidylcholine (DPPC) bilayer by MD
simulations, to be submitted (2015)
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34,

35,

36.

37.

38.

39.

40.

41.

42.

Prajongtat, P., Sriyab, S., Suramitr, S., and Hannongbua, S.%, Low-Temperature
Solution-Processed Carbon Nanotubes Encapsulated with Ferrocene, to he
submitted (2015).

1.2 mauiRusiluansansinnisunned 9 Fes

Suwanruji, P.*, Chuaybamrung, L., Suesat, J, Hannongbua, S., Taylor, JA,
Phillips, D.AS.,, Study of the removal of a disperse dye stain from a
polyester/elastane blend, Coloration Technology, 128(2), 103-107 (2012). (IF
2012 = 0.899).

Jaisamut, S.*, Prabpai, S., Tancharoen, C., Yuenyongsawad, S., Hannongbua, 5.,
Kongsaeree, P., Plubrukam, A* Bridged tricyclic sesquiterpenes from the
tubercle nudibranch Phyllidia coelestis Bergh J. Nat. Prod., 76 (11) 2158-2161
November (2013). (IF 2012 = 3.285) dx.doi.org/10.1021/npd007074

Nawae, W., Hannongbua, S., and Ruengjitchatchawalya, M.*, Defining the
membrane disruption mechanism of kalata Bl via coarse-grained molecular
dynamics simulations, Sci. Rep., 4, 3933 (2014). DOI:10.1038/srep03933. (IF
2013 = 5.078)

Boonyavong, N., Suwanruji, P., Hannongbua, S., Li, F., Sun, L., and Karpkird, T.%,
Synthesis, electrochemistry and photo-induced electron  transfer  of
unsymmetrical dinuclear ruthenium osmium 2,2-bipyridine complexes, J.
Photochem Photobio A: Chemistry, 287(1), 40-48, (August) (2014). (IF 2013 =
2.291)

Aeksiri, N., Songtawee, N., Gleeson, M.P., Hannongbua, S., Choowongkomon,
KX Insight into HIV-1 reverse transcriptase-aptamer interaction from
molecular dynamics simulations, J. Mol. Mod. 20:2380 (2014). (IF 2013 =
1.867) {DOI 10.1007/500894-014-2380-8)

Punkhang, A., Saparpakom, P., Hannongbua, S., Wolschann, P, Irle, S,
Pungpo, P.* Key structures and interactions for binding of M. tuberculosis
protein kinase B inhibitors based on molecular dynamics simutation, Chem
Bio Drug Des., Article first published online : 24 NOV 2014, DO
10.1111/cbdd.12465 (2014). (Impact Factor 2013 = 2.507)

Nawae, W., Hannongbua, S., and Ruengjitchatchawalya, M.*, Dynamic Scenario
of Membrane Binding Process of Kalata Bl. PLOS  One,
DOI:10.1371/journal.pone.0114473, online December 2014 (IF 2013 = 2.534)
Kamsri, P., Punkvang, A, Hannongbua, S., Saparpakorn, P. and Pungpo, P,
Flucidating structural basis of benzofuran pyrrolidine pyrazole derivatives for
enhancing potency against both the InhA enzyme and intact M. tuberculosis
cells: a combined MD simulations and 3D-QSAR study, RSC Adv., 2015, 5,
52926-52937 (IF 2014 = 3.84)
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43, Jitonnom, J., Kungwan, N.¥, and Hannongbua, S., A DFT study of the unusual

substrate-assisted mechanism of Serratia marcescens chitinase B reveals the

role of solvent and mutational effect on catalysis, . Mol. Graph. Mod. 56: 53-
59 (2015). (IF 2013 = 2.022)

1.2 mamudvnmsaAu luvdsde

1.2.1

1.2.2

1.2.3

Hannongbua, S., Treesuwan, W and Boonyarat, W. “Advanced
Molecular Modeling Techniques Applied to lon Channels Blockers™. In
lon Channels and Their Inhibitors, Satya Prakash Gupta (Ed), Springer,
New York, ISBN: 978-3-642-19921-9, DO 10.1007/978-3-642-19922-6,
pp. 53-78, 2011.

Punkvang, A, Kamsri, P., Kumkong, A, Kunasal, K, Saparpakorn, P.,
Hannongbua, S., Wolschann, P., Pungpo, P.* “The structural
requirement of direct InhA inhibitors for high potency against M.
Tuberculosis based on computer aided molecular design”. In Science
against microbial pathogens: communicating current research and
technological advances. Antonic Méndez-Vilas (Ed.), Formatex
Research Center Publisher, Volume 1, ISBN (13): 978-84-939843-1-1, pp.
160-168, December 2011.

Punkvang, A, Kamsri, P,, Kunasa, K., Saparpakorn, P., Hannongbua, S,
Wolschann P. and Pungpo, P. “Insight into the key structural features
of potent InhA inhibitors based on computer aided molecular design”.
in Drug Development - A Case Study Based Insight into Modern
Strategies, InTech. I1SBN 978-953-307-257-93, pp. 259-278, 2011,
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2. Ranssudlddniuns
2.1 dauszqunguite S1umu 8 ad Tnedinidelulasesnsdiuon 20 ay o389
Armfimnivedlasans
2.2 dnde Yan asindl Azl nendiand Aduiudeddlulasimsudinids
dwslasmsuiansaitaitensfumediuend sesil 28IddndeTag ansidl
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221 wdeseuufiteululasivan uwuu Multimode
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2.3  Ussguduuuingaive FhinifuseduSyiinten uemmimwihvesnsive
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= P = by
2.4 auananuIWTunUseguIvInsuIueIi

2.4.1 %E}U‘S%ﬁﬁ‘mmi The 7th Thai Summer School of Computational Chemistry
4017l The Faculty of Liberal Arts and Science, Kasetsart University
Kamphaengsaen Campus, Nakhon Pathom, Thaitand Sy TuA October 11-
14, 2010 $1ut 1 Fas
2.4.1.1 BouTheoretical Studies the Effects of Substitution Groups of meso-
Tetraphenylporphyrin - on  Structure  and  Electronics  Properties  (N.
Saengsuwan, W. Meeto, S. Suramitr, and S. Hannongbua; Poster Presentation)

2.4.2 %’aﬂw*qufi*ﬁ'm’li Pure and Applied Chemistry International
Conference(PACCON2011) dnufiMiracte Grand Convention Hotel, Bangkok,
Thailand.5swine¥uflJanuary 5-7, 2011 $1uTy 10 1304
2.4.2.1 {594 Molecular Modeling investigations of inhibitors binding to M.
tuberculosis dihydrofolate reductase (W.Pornthanakasem, u.
Leartsakulpanich, D. Kongkasuriyachai, W. lttarat, S.K. Boonyarattanakalin and
L. Lawtrakul; Oral presentation)
2.4.2.2 0% Encapsulation of Thai basil essential oil by cyclodextrins:
Molecular inclusion complexes investigation (L. Sitthikornkul, P. Purpiriyapan,
S. Tantisuk and L. Lawtrakul; Oral Presentation)
2.4.2.3 {394: Structural Characterization of natural zeolites and environmental
applications for ammonia and sulfide ions adsorption from agueous solution
at laboratory scale (K. Bandasak, P. Suwannakham, U. Traklang, S. Phakapon,
$. Champasa, U. Onthong, P. Pungpo and M. Prajuabsuk; Poster Presentation)
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24.2.4 503 Biological active alkaloids isolated from the tuber of Stephania
venosa  (Blume) Spreng (A. Makarasen, S. Mogkhuntod, N.
Knunnawutmanotham, N. Chimnoi and S. Techasakul; Poster Presentation)
24.2.5 3o Finding out the potential binding mode of calanolide a
derivatives in WT HIV-1 RT based on molecular modeling (A. Kumkong, A.
Punkvang, P. Khamsri, P. Saparpakorn, S. Hannongbua, P. Woalschann, G. Liu
and P. Pungpo; Poster Presentation)
2.4.2.6 \Fo%: Investigationof inhibition mechanism of arylamide inhibitors as
anti-tubercular agent on InhA MD simulations (A. Punkvang, P. Saparpakomn, S.
Hannongbua, H.A. Wahab, P. Wolschann and P. Pungpo; Poster Presentation)
2.4.2.7 1384 Study on the binding of azanaphthoquinone annelated pyrrole
derivatives as anti-cancer agent in DNA duplex using MD simulations (P.
Pungpo, A. Punkvang, A. Kumkong, P. Khamsri, P. Saparpakorn, N, Pongprom,
P. Wolschann and S. Hannongbua; Poster Presentation) |
2.4.2.8 (30aEffect of Type and Content oF Bio-Gelling Additives on Porosity of
Sintered Natural Zeolite(P. Kamsri, P. Pungpo, R. Sanngam and T,
Panyathanmaporn)
2.0.2.9 1399 MD-ONIOM2 of amines in DMSO for full QM-like predictions
without the full QM cost (V. Vailikhit, W. J. Holzschuh and S. Hannongbua;
Poster Presentation)
2.4.2.10 (304: Theoretical Investigation on wild type and L100I/K103N
HIV-1 reverstranscriptase complexed with TMC 278, based on Quantum
mechanical methods (P.Srivub, P. Nokkaew and S. Hannongbua; Poster
Presentation)
%E}ﬂigfqﬁ‘mmiwth International Annual Symposium on Computational
Science and Engineering (15) amuﬁBangkok University, Bangkok, Thailand.
g1 Ul March 30- April 1, 2011 $wau 7 309
24.3.1 3aw:A Correction Interaction Energy on Mycolic Acid Cyclopropane
Synthase Cofactor Binding Site by MD-ONIOM Calculations (D. Phromyothin,
M. Takayanagi, M. Nagacka and S. Hannogbua; Oral Presentation)
2.4,3.2 394 Excitation Energies of Triphenylamine Cyanoacrylic  Acid
Derivatives for Dye-Sensitized Solar Cells Applications in Solution Using Long-
Range Corrected Time Dependent Density Functional Theory (C. Chitpakdee,
S, Hannongbua and S. Suramitr; Oral Presentation)
2.4.3.3 1303 Molecular Dynamics Simulations of Retinol  inDipalmitoyl-
phosphatidytcholine Bilayer (W. Boonyarat, W. Treesuwan, P. Saparpakorn, K.

Choowongkomo, P. Wolschannand S. Hannongbua; Oral Presentation)

20




swuniuauyal

o av 4 H
Tnvans “uwmﬁmnumﬂmsﬁ’ummﬁuu.oﬂffisus'ﬁ 2”

2.4.4

2.4.5

24.6

2.4.3.4 383 Molecular Docking Study to the Natural Compounds from
Dipterocarpaceous ~ Bark  Extract  Against  Acetylcholinesterase ().
Yongpisanphop, K. Sudto, C. Tancharoen, Y.H. Qin, 5. Vajrodaya, H.M. Ge,R.X.
Tan, K. ingkaninan, P. Saparpakorn, S. Techasakul and 5. Hannongbua; Oral
Presentation)

24.3.5 \Jou Elucidating Inhibition Mechanism of Arylamide Inhibitors as an
Antitubercular Agent on InhA Based on MD Simulations (A. Punkvang, P.
Saparpakorn, S. Hannongbua, H. A. Wahab, P. Wolschann and P. Pungpo; Oral
Presentation)

2.4.3.6 \304: Theoretical Study on Structures and Electronic Properties of 9-
octyl-3,6-di(thiophen-2-yl)-Carbazole Derivatives (S. Sriyab, S. Suramitr, and S.
Hannongbua; Oral Presentation)

2.4.3.7 Drug-target Interaction Prediction of Type 2 Diabetes and Bioactive
Compounds from Chinese Herbs Using Network-based Method (P. Jaikaew, S.
Hannongbua, M. Ruengjitchatchawalya; Oral Presentation)
%aﬂss‘qﬁ‘mm‘é“ﬁe Ninth Triennial Congress of the World Association of
Theoretical and Computational Chemists (WATOC)” ﬁmuﬁSantiago de
Compostela, Spain sewinaiudl July 17-22, 2011 $1uau 3 Faa

24.4.1 \Fou Stereoselectivity Of Strecker Reaction Catalyzed By Titanium-N-
Salicylyl-Aminoalcohol Complex: A DFT Study (W. Parasuk and V. Parasuk;
Poster Presentation)

2.4.4.2 \Fo4: DFT Studies on Arabidopsis thaliana Allene Oxide Synthase (T.
Somboon, M.P. Gleeson, W. Treesuwan, J. Ochiai, 5. Mori and S. Hannongbusg;
Poster Presentation)

2.4.43 39¢ A New Possible Enzymatic Mechanism of Neuraminidase (NA):
Quantum Calculation Approaches (M. Jongkon, P. Khongpracha, S.
Hannongbua, M. P. Gleeson and C. Sangma; Poster Presentation)
%aﬂig‘qufj‘mmi“%th International  Conference  on  Defects in
Sermiconductors” amuﬁNelson, Newzealand. sywaTudl July 17-22,2011
$nu 1 13eq

2.4.5.1 \304: Theoretical study of Singte-walled Carbon  Nanotube
Funcyionalized with MEH-PPV Residues: A DFT Calculation (P. Prajongtat, R.
Palanesuntikul, S. Hannongbua and S. Suramitr; Poster Presentation)
‘ﬁaﬂizﬁu%ﬂmi “The 6th Intemational Symposium  Protein  Society of
Thailand”, anui Bangkok, Thailand, 33%"5’1&5’14% August3l - September?2,
2011 d1u7u 1 30e

2461 Fou: Elucidating Structural and Dynamic Properties of a TMC278
Analog as a Highly Potent HIV-1 RT Inhibitor Through Molecular Dynamics
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2.4.7

2.4.8

Simulations (P. Kamsri, A. Punkvang, K. Kun-asa, P. Saparpakorn, S.
Hannongbua,P. Wolschann, S. Prueksaaroon and P. Pungpo; Poster
Presentation)

%ﬂﬂiz‘qﬁ‘mms“me Seventh Congress of the International Society for
Theoretical Chemical  Physics  (STCP-VII)” #0171 Waseda University,
TokyoJapan $e3319Tuil September 2-8, 20118u3u 7 Fas

2.4.7.1 {389 4D-QSAR Analysis for the Cytotoxicity of Lamellarins against
Human Hormone-Dependent T47D Breast Cancer Cells (P. Thipnate, J. Liu, 5.
Hannongbua and A.J. Hopfinger; Oral Presentation)

2.4.7.2 1393 Biomimetic design of Charged Brush-like Nanopores: Simulation
Studies (P. Pongprayoon, O. Beckstein and M.SP. Sansom; Oral Presentation)
2.4.7.3 \3o4: Structural and Energetic Analysis of Mutant K103N HIV-1 Reverse
Transcriptase/Efavirenz Complex using ONIOM Calculations (P. Boonsri, M.
Kuno and S. Hannongbua; Oral Presentation)

2.4.7.4 \dou Absorption and Emission Properties of the F, OH and NOZ2
SubstitutedCinnamates: A TD-DFT Investigation (M. Promkatkaew, S. Suramitr,
T. Karpkird and S, Hannongbua; Oral Presentation)

2.4.7.5 1393 Distribution and Orientation of Retinol in
Dipalmitoylphosphatidylcholine Bilayer (W. Boonyarat, W. Treesuwan, P.
Saparpakorn, K. Choowongkomol, P. Wolschann and S. Hannongbua; Oral
Presentation)

2.0.7.6 \309: Molecular modeling on anti-tuberculosis agent to investigate the
structural basis for improving potency against M. tuberculosis strain (A.
Punkvang, P. Saparpakomn, P. Wolschann, S. Hannongbua and P. Pungpo;
Poster Presentation)

2.4.7.7 1383: Molecular dynamics  simulations  of azanaphthoquinone
annelated pyrrole derivatives as anti-cancer agent in DNA duplex (P. Pungpo,
A. Punkvang, A. Kumkong, P. KhamsriP. Saparpakorn, N. Pongprom, P.
Wolschann and S. Hannongbua; Poster Presentation)

‘ﬁaﬂiz‘qua‘uﬂﬂ’li“lﬁl’ch Asian Chemical Congress (14ACC)” 017 Queen Sirikit
National Convention Center, Bangkok, Thailand seneiud September5-8,
2011 Sy 8 1399

24.8.1 1399: Theoretical ~ Elucidation  of  Antioxidant ~ Properties  of
Hydroxyflavone on O-H Bond Dissociation Enthalpies (W. Treesuwan and S.
Hannongbua; Oral Presentation)

2.4.8.2 {30t Comparative Molecular Field Analysis Study On Anti HIV-1 RT
Diarylaniline Derivatives (N. Ithiapa, P. Maitarad, C. Tancharoen, S. Suramitr, P,

Saparpakorn and S. Hannongbua; Oral Presentation)
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2483 30% 30-QSAR Study On Resveratrol Analogues As Aromatase Inhibitors
(C. Tancharoen, P. Maitarad, N. Ithiapa, S. Suramitr, P. Saparpakorn and 5.
Hannongbua; Oral Presentation)
2.4.8.4 1304 Resvertrol oligcomers from stem bark of Thai Dipterocapaceous
plants (Shorea roxburghii G. Don) (K. Sudto, C. Tancharoen, S. Vajrodaya, 5.
Techasakul, Y.H. Qin, HM. Ge, RX. Tan and S. Hannongbua; Oral
Presentation)
2485 ot Insight into The Binding interaction of Arylamide Derivatives as an
Antitubercular Agents Based on Quantum Calculations (A. Punkvang, P.
Kamsri, P. Saparpakorn, S. Hannongbua, P. Wolschann, P. Pungpo; Poster
Presentation}
2.4.86 1304 Elucidating the Potential Binding Mode of Calanolide a
Derivatives in WT and Y181C HIV-1 RTs Based on Molecular Modelling (P.
Pungpo, A. Punkvang, P. Kamsri, P. Wolschann, P. Saparpakorn, Gang Liu, 5.
Hannongbua; Poster Presentation)
2.4.8.7 304 Molecular Modeling and Quantum Chemical Calculations of High
Potency Anti-Tuberculosis Agents in Class of Triclosan and Diphenyl Ether
Derivatives as INHA Enzyme of Mycobacterium Tuberculosis (P. Kamsri, A.
Punkvang, K. Kun-asa, P. Saparpakom, S. Hannongbua, P. Wolschann, S.
Prueksaaroon and P. Pungpo; Poster Presentation)
24.88 G0 Flucidating the key structural feature of pseudo-cinnamic
derivatives as a novel series of antituberculosis agents Based on Computer
Aided Molecular Design (K. Kunasa, A. Punkvang, P. Kamsri, A, Kumkong, P.
Saparpakorn, S. Hannongbua, P. Wolschann and P. Pungpo; Poster
Presentation)

2.4.9 %"aﬂszfqu?*mms “The 37th Congress on Science and Technology of Thailand”
doudl Bangkok, Thailand S8119193uR October10-12, 2011 §1u2u 1 599
0491 Bos Insight into the Binding Interactions of Anti-Mycobacterial Agents
in Class of B-ring Modified Alkyt Diphenyl Ether Based on Molecular Modeling
(P. Kamsr, A. Punkvang, K. Kun-asa, P. Saparpakorn, S. Hannongbua, P.
Wolschann, S. Prueksaaroon and P. Pungpo; Poster Presentation)
2.4.10 f‘ﬁiaﬂis‘qua‘d’lms “IUPAC Tth International Conference on Novel
Materials and their Synthesis (NMS-VI) & 21st International Symposium on
Fine Chemistry and Functional Polymers (FCFP—XXI)”amuﬁ Shanghai,Chaina
sewirefuil October 16-21, 2011§Mu 1 (303
2.4.10.1 1394: 3D-QSAR Study of  2-Hydroxycyctohexylsutfonamide
Derivatives against Botrytis'Cinerea (W. Chotpatiwetchku, P. Maitarad, S.

Tateing, N. Kungwan and S. Hannongbua; Poster Presentation)
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2.4.11 %aﬂss*qm?‘ﬁ’m’]s “The 23rd Annual Meeting of the Thai Society of
Biotechnology Systems Biotechnology” a01ufl The imperial Queen’s Park
Hotel, Bangkok, Thailandssnine$ufl October 27-28, 2011 41w 1 o
24111 \S0a:Bioactive compounds-target interaction networks in
Chinese herbs formula for type 2 diabetes (P. Jaikaew, S. Hannongbua and M.
Ruengjltchatchawalya Oral Presentation)

24,12 ‘HE]ﬂiu‘dﬁJ’J‘Ei’]ﬂ']‘S “The T7th Interna’uonal Student Conference"amu“n ibaraki
Universiry, Ibarakl Japan seni19 Al December3- 4, 201197 1 309
24121 LSEN: DFT Studies on Allene Oxide Synthas (T. Somboon, M. P.
Gleeson, W. Treesuwan, J. Ochiai, S. Mori and S. Hannongbua; Oral
Presentation)

2413 %aﬂizfqu%wmi “The 5th Asian Pacific Conference of Theoretical and
Computational Chemistry (APCTCC 5)"amuﬁ Massey University, Ilbaraki
Universiry, Rotorua, New Zealand 58UIeTuR December 9-13, 201181m7% 1
Foq
2.4.13.1 \Joq Structure  of Titanium-N-Salicylyl-Aminoalcohol
Complexes (W. Parasuk, T. Choteimudom, and V. Parasuk; Poster
Presentation)

2.414 ‘ﬁ’e)‘l.l‘suﬁm*mmi“})ure and Applied Chemistry International Conference
(PACCON 2012)” e The Empress Hotels, Chiang Mai, Thailand semeiud
January 11-13, 2012 14U 10 LS?N
2.4.14.1 399: QSAR and  3D-QSAR  Study  of 2
Hydroxycyclohexylsulfonamide Derivatives  against  Botrytis  cinerea (W.
Chotpatiwetchkul, P. Maitarad, S. Tateing, N.Kungwan and S. Hannongbua;
Oral Presentation)
2.4.14.2 (384: Theoretical Investigation On The Adsorption Geometries
And Electronic Structures Of Azo Dyes On Tio2 Surface (P. Prajongtat, Supa
Hannongbua, K. Nakajima and K. Mitsuke; Oral Presentation)
2.4.14.3 i¥04; Virtual Screening of Novel HIN1/A Inhibitors from Isolated
Compounds of Andrographis Paniculata (Burm.F.) Wallex Nees, Using
Molecular Docking (S. Tateing, P. Boonsri, P. Maitarad, W. Chotpatiwetchkul, S.
Hannongbua and N. Kungwan; Oral Presentation)

24,144 \309: The Structural Guidetine for Modification of Novel
Diarylpyrimidineswith Hydromethy Linker as HIV-1 NNRTIs based on QSAR
Studies (D. Kasamsri, A. Punkvang, P. Khumsri, K. Kun-asa, P. Saparpakor,S.
Hannongbua, P. Wolschann, and P. Pungpo; Poster Presentation)

2.4.145 Fo: Computer aided Molecular Design on Newly Naphthyl
Substituted  Diarylpyrimidines as  Non-Nucleoside  Reverstranscriptase
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2.4.15

Inhibitors (K. Kun-asa, A. Punkvang, P. Kamsri, D. Kasamsri, P. Saparpakor, S.
Hannongbua, P. Wolschann and P. Pungpo; Poster Presentation)

2.4.14.6 \394: The Binding Mode Investigation of Potential Bi-Substrate
Inha Inhibitors as Anti-Tuberculosis agents using Molecular Modeling (P.
Kamsri, A. Punkvang, K. Kun-asa, D. Kasamsri, P. Saparpakorn, S. Hannongbua,
P. Wolschann, S. Prueksaaroon and Pornpan Pungpo; Poster Presentation)
2.4.14.7 504 Effect Of The Electron Donor/Acceptor Orientation On
The Fluorescence Efficiency Of 3,6-Carbazole-Based (S. Suramitr, S. Sriyab
and S. Hannongbua; Poster presentation)

24.14.8 \304: Distribution and  Orientation  of  Phylloquinone  in
Dipatmitoylphosphatidylcholine  Bilayer (W. BoonyaratW. Treesuwan, P.
Saparpakom, K. Choowongkomol, P. Wolschann and S.Hannongbua; Poster
Presentation)

2.4.14.9 1384: Molecular Interaction of Lamellarins in the Binding Pocket
of Epidermal Growth Factor Receptor by using Molecular Operating
Environment Program (MOE) (P. Thipnate, K. Choowongkomon, P. Wolschann
and S. Hannongbua; Poster Presentation)

241410 S Understanding on Fluorescence Energies and Radiative
Life Times of Thienylene-Phenylene Copolymer based on Quantum
Chemical Calculation (R. Chidthong, P. Ponkate, S. Hannongbua; Poster
Presentation)

%aﬂiaﬂ‘qu?'ﬁﬁmﬂéth International Annual Symposium on Computational
Science and Engineering (ANSCSEL6) amuﬁChiang Mai University, Chaiang
Mai, Thailand, 583131937 March 23-25, 2012 $142U 5 904

24.151 (304: Prediction of Bioactive Components in  Spirulina
(Arthrospiraplatensis) related to Type 2 Diabetes Treatment (P. Sae-Tang, V.
Plengvidhya2 M. Ruengjitchatchawalya, S. Hannonhbua, U. Supasitthimethee;
Oral Presentation)

2.4.15.2 304 Computer  Aided Molecular Design  of  Novel
Diarylpyrimidines with Cyano and Hydroxymethy Linker as HIV-1 NNRTIs Using
QSAR Studies (P. Kamsri, D. Kasemsri, A. Srisupan, K. Kun-asa, A. Punkvang, P.
Saparpakom,S. Hannongbua, P. Wolschann, S. Prueksaaroon, and P. Pungpo;
Oral Presentation)

24153 L_%‘IEN: An insight into the role of Calcium-spirulan in HSV-1
inhibitionby Molecular modeling (C. Sonthirod , S. Hannongbua , W. Nawae ,
M. Ruengjitchatchawalya; Oral Presentation)

24154 Fou: Exploring the Key interactions for Binding of the Direct
InhA Inhibitors Using Individual Interaction Energy Calculations (A. Punkvang,

25
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P. Kamsri, P. Saparpakorn, S. Hannongbua, P. Wolschann, P. Pungpo; Oral
Presentation)

2.4.155 S DFT Investigation of P3HT-Monomer-Functionalized Single-
Walled Carbon Nanotubes and Synthesis (A. Panyatharakorn, S. Suramitr, and
S. Hannonghua; Oral Presentation)

2.4.16 *ﬁaﬂisﬁu%”lm‘i“JST International Symposium on “Multi-scale Simulation of
Condensed-phase Reacting Systems” anui Nakoya University, Nakoyalapan
e May 9-12, 2012 S 1 (Fes
2.4.16.1 1394: Computer aided-molecular design to optimal drug design:
applications to Anti-TB Agents, Anti-cancer Agents and Anti-HIV-1 Inhibitors (P.
Pungpo, A. Punkvang, P. Khumsri, D. Kasamsri, A. Srisupan, P. Saparpakorn, S.
Hannongbua, P. Wolschann, and S. Prueksaaroon; Poster Presentation)

2.4.17 %aﬂiwuf‘wﬂms “2012 lOCO International Conference on Functional
Molecule Nature” d@a1ufl The Mandarin Garden Hotel, Nanjing, P.R. China
sywdetuil 22-24 Augnen 2556 S1u 2 Fea
2.4.17.1 (503; Resveratrol Oligomer Compounds from The Bark of
Dipterocarpaceae Family Plant in Thailand Against HIV-1 Reverse
Transcriptase (C. Tancharoen, K. Sudto, T. Yan, R. Thammaporm, S. Vajrodaya,
S. Techasakul, H. M. Ge, R. X. Tan and S. Hannongbua; Poser Presentation)
2.4.17.2 \393: Antimicrobial activity of Hopeahainol C from stem bark of
Shorea roxburghii ~ G. Don (K. Sudto, C. Tancharoen, D. Phromyothin, Y. H.
Qin, S. Vajrodaya, S. Techasakul, H. M. Ge, R. X. Tan, S. Hannongbua; Poser
Presentation}

2.4.18 “éaﬂw‘qm%'}m‘ﬁ The 4th-China —Thailand Joint Workshop on Natural Products
and Drug Discovery amu{ﬁ‘ BP Samila Beach Hotel and Resort, Hat-Yai,
Sonekhla, Thailand sewineTuft Noveember 26-30, 2012 $wiu 1 (384
2.4.18.1 \394: Abslute Configuration Identification for The New
Resveratrol Trimer: Experimental and Computational Investigation (5.
Hannongbua; Poster Presentation)

2.4.19 %aﬂis‘qufjfﬁ']m‘i Pure and Applied Chemistry International Conference
(PACCON 2013) amuﬁ' The Tide Resort, Bangsaen Beach, Chon Buri, Thailand

s Tud January 23-25, 2013 97U 9 1394
24191 1304 Molecular Docking and NMR Studies of Structure and
Dynamics of HIV-1 Reverse Transcriptase Induced by Non-Nucleoside
Inhibitors (NNRTIs) (P. Boonsri and S.hannongbua; Poster Presentation)
TuazBualdndluenaITLuY 1/4
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2.4.20

2.4.19.2 3o Acute Toxicity Investigation of Cl. Acid Yellow 199 on
Zebra Fish Embryos (P. Preeprem, W. Jungtanasonbat, S. Hannongbua and S.
Kovitvadhi; Poster Presentation)

2.4.19.3 Hou: Density Functional Theory Studies on Allene Oxide
Synthase (T. Somboon, M. P. Gleeson, W. Treesuwan, J. Ochiai, 5. Mori and
S.Hannpngbua; Poster Presentation)

2.4.19.4 S Key Structural Guidelines of Diarylpyrimidines Derivatives
as HiV-1 Non-Nucleoside Reverse Transcriptase Wild-Type and K103N/Y181C
Using 2D and 3D-QSAR Approaches (A. Srisupan, P. Kamsri, APunkvang, K.
Kun-asa, P. Saparpakorn, S. Hannongbua, P. Wolschann, S. Prueksaaroon and
P. Pungpo; Poster Presentation)

2.4.19.5 304: Insight into The Binding Mode of The Potential Bi-
Substrate InhA Inhibitors as Anti-Tuberculosis Agents: Molecutar Dynamics
Simulations (P. Kamsri, A. Srisupan, A. Punkvang, P. Saparpakom, S.
Hannongbua, P. Wolschann, S. Prueksaaroon and P. Pungpo; Poster
Presentataion)

2.4.19.6 S Flucidating The Key Structural Features of Direct InhA
Inhibitors in A Series of Diphenyl Ether Derivatives as Anti-Tuberculosis
Agents: QSAR Studies (N. Kooha’tammakun, P. Kamsri, A. Srisupan, K. Kun-asa,
A. Punkvang, P. Saparpakorn, S. Hannongbua, P. Wolchann and S.
Prueksaaroon; Poster Presentation)

2.0.19.7 - o4 Computer-Aided Molecular Design of Diarylpyrimidine
Derivatives as HIV-1 NNRTIs: Molecular Docking Calculations and QSAR
Studies (K. Kun-asa, N. Koohatammakun, P. Kamsri, A, Srisupan, A. Punkvang,
P. Saparpakorn, S. Hannongbua, P. Wolchann and S. Prueksaaroon; Poster
Presentation)

24.19.8 Fou: Screening for Novel Anti-Tuberculosis Agents Using
Computational Tool (A. Punkvang, P. Kamsri, P. Saparpakorn, S. Hannongbua,
P. Wolchann and P. Pungpo; Poster Presentation)

2.4.19.9 Eo: Finding Out The Structural Basis of Azanaphthoguinone
Annelated Pyrrol Derivatives as Anti-Cancer Agents Based on QSAR
Approaches (P. Pungpo, N. Pongprom, P. Kamsri, A. Srisupan, A. Punkvang, P.
Saparpakom, S. Hannangbua, P. Wolchann, H. Spreitzer, S. Prueksaaroon; Oral
Presentation)

%aﬂw‘qlﬁ?j’m’ﬁi?th International  Annual Symposium on  Computational
Science and Engineering (ANSCSE17) a0 1ufi Khon Kaen University, Khon Kaen,
Thailandsgsine¥udt March 27-29, 2013 $1uau 6 304
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2.4.21

2.4.22

2.4.23

2.4.20.1 o Investigation the Electronic Properties of Cu () Complex
with 2, 2’-Bipyridine-Based for Dye-Sensitized Solar Cells: Study by Using TD-
DFT (S. Dejnakorn, S. Hannongbua and S. Suramitr; Oral Presentation)

2.4.20.2 Hou: Insight into the Key Structural Feature of Anti-Cancer Agents in
Class of Azanaphtho Quinone Annelated Pyrrole Derivatives as Based on
QSAR Approaches (P. Kamsri, N. Pongprom, A. Srisupan, A. Punkvank, P.
Saparpakorn, S. Hannongbua, P, Wolchann, H. Spreitzer, S. Prueksaaroon and
P. Pungpo; Poster Presentation)

2.4.20.3 \394: Theoretical Study of Dimerization Mechanism of Acrolein (N.
Saengsuwan, S. Suramitr, A. Karpfen, P. Wolschann and S. Hannongbua; Oral
Presentation)

2.4.20.4 \394: Theoretical study on the Sensing Mechanism of Salicylaldimine
Based Chemosensor: Excited-State Proton Transfer (N. Klinhom, S.
Hannongbua and S. Suramitr; Oral Presentation)

2.4.205 (ox: Understanding on Structure and Electronic Transittions of Dye-
Sensitized Solar Cell Utilizing Organic Dyads Containing Triarylene Conjugates,
Based on TDDFT Investigation (KJorn-lat, S. Hannongbua and S. Suramitr;
Poster Presentation)

24.206 384 Photophysical Properties and Photochemistry of E- and Z-
Thienyl Chalcone Derivatives, Based on TDDFT Investigation (K. Soongpilai, S.
Hannongbua and S. Suramitr; Poster Presentation)

‘dﬁaﬂ‘sgfqﬁfmﬂﬁ International  Symposium  of Homogeneous Chemical
Reactivity @gufi Mito Campus, Ibaraki University, JAPAN. sEneiuil 14-15
June 2013 $1u 1 130

2.4.21.1 (58%: Skin Sensitization Prediction Based on Quantum Chemical
Calculations: A Non-animal Model for the SNAr Domain Chemicals (M.
Promkatkaew, S. Hannongbua and M. P. Gleeson; Oral Presentation)
%Iaﬂia‘qu%'lmi 2013 The Furopean magnetic resonance community
(EUROMAR 2013 conference) amuﬁ Hersonissos, Crete, Greece iswi’lﬁuﬁ
June 28 — July 5, 2013 $1uau 1 1384

2.4.22.1 {394 Structural Analyses of HIV-1 Reverse Transcriptase Induced by
Non-Nucleoside Inhibitors, Based on NMR Studies and Molecular Dynamics
Simulations (Boonsri, P., Yagi-Utsumi, M., Thammaporn, R., Yamaguchi, T,
Yanagi, K, Choowongkomon, K, Kato, K, and Hannongbua, S; Poster
Presentation)

‘ﬁaﬂ‘iaﬁqu%ﬁmi The Vilith congress of the International Society of Theoretical
Chemical Physics (STCP-VIII) @nuit Budapest, HUNGARY seudnadudl 25-31
August 2013 $1u7u 1 1384
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2.4.23.1 Fas: Photophysical Properties and Photochemistry of Substituted
Cinnamates for UVB Blocking: FEffect of Hydroxy, Nitro, and Fluoro
Substitutions at ortho, meta, and para Positions (M. Promkatkaew, S.
Suramitr, T. Karpkird, M. Ehara and S. Hannongbua; Poster Presentation)
2.4.24 %aﬂﬁsfqu%’m’]s The 15th Asian Chemical Congress (15ACC) @0l Resort
World Sentosa, SINGAPORE semineuil 19-23 August 2013 $1u9y 3 iHeq
2.4.24.1 \Fox: Structural, Electronic, and UV Absorption Properties of Various
Substituted Cinnamic Acids and Cinnamates, Based on TD-DFT and SAC-Cl
Investigations (M. Promkatkaew, S. Suramitr, T. Karpkird, M. Ehara and S.
Hannongbua; Poster Presentation)
2.4.26.2 \3p3: Molecular Docking Studies and Potential Activity of Diptdindonesin
D against Gram-Positive Bacteria (K. Sudto, C. Tancharoen, D. Phromyothin, P.
Saparpakom, Y. H. Qin, S. Vajrodaya, S. Techasakul, H. M. Ge, R. X. Tan and S.

Hannongbua; Poster Presentation)

2.5 wuananuideTuiivssguivnmsseiued

251  msvseydns “TesamslTganennigauniien adadl 12”%&%’6\%14“?141‘5\11,1,511%1611
o Unduie Saedn flesivien 1.vayd Ussnalne seninedui 13 wwneu 2554
F1 1 1589
2511  \3eaMolecular Docking and NMR Binding studies to Identify Novel
Inhibitors of Phosphomevalonate Kinase (Pornthip Boonsri, Andrew Olson, Sheng
Cai, Timothy J. Herdendorf, Henry M. Miziorko, Supa Hannongbua and Daniel S.
Sem: Oral Presentation)

252 Fousspfivims “malssgadeins wou. W adefl 5”an7uil Bangkok, Thailand
serineud 45 Runa 2556 $10u 1 1509
2521 e mafnusunsiseesanssusslnslasuiasarseyfusiuoulad
Enoyl-ACP Reductase Mycobacterium Tuberculosissaassideudsnismuialuadia
mdRenis (wqwé mefd. asd Wudnie, nuns Tusnan, sussey mag, FaSunsn nind
21N, N1 IWSUURITAY WINTT Aelnd )

253  mM3UseyuIeIn1g “The 8th-Thai Summer School of Computational Chemistry”
Fedntuito Fodul Usswrlne sewineuil 20-27fueney 2554 S1uou 1 1508
2531 1583 The Key Interactions for Binding of Enoyl-ACP Reductase
Inhibitors as Anti-tuberculosis Agents, Based on Quantum Chemical Calculations
(P. Kamsri, A, Punkvang, K. Kun-asa, D. Kasarnsri, P. Saparpakorn, S. Hannongbua,
P. Wolschann, S. Prueksaaroon and P. Punegpo)

25.4  n3Usegudvinig “The  International  Kasetsart  University  Science  and
Technology Annual Research Symposium: Science Frontier towards ASEAN (-
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KUSTAR)”  &edaduil iminenduinunsaand viauu ngamme dsunelng sswing
Fuil 28-29 fueu 2556

2541 384 Structure  and Engergetic  Properties of HIV-1  Reverse
Transcriptase Inhibitors for Design of Next Generation Drug (W. Kaewsri, P.
Saparpakorn and S. Hannongbua)

255 msUsyyudeins Thedrd Chemistry Postgraduate Symposium (ChPGS3) ST
Aedrual augingdans i Inedvinunsaians vy NTINH Fufl 28 yannau
2556 $13 4 \Fe9
25.5.1 [394: Skin  Sensitization Prediction Based using Quantum Chemical
Calculations: A Theoretical Model for the SNAr Domain (M. Promkatkaew, D.
Gleeson, S. Hannongbua; Oral Presentation)

2552  \389: Conformation Study of 1A Binding Site in Human Serum Albumin
to Succeed Enzymatic Activity for Aspirin Produgs by using Molecular Dynamics
Simulations (0. Phuangsawai, S. Hannongbua and M. P. Gleeson; Oral
Presentation)

2553 (o Insights into the Catalytic Mechanism of Plant Allene Oxide
Synthase (pAOS): Quantum mechanics Calculations (T. Somboon, M. P. Gleeson,
W. Treesuwan, J. Ochiai, S. Mori and S. Hannongbua; Oral Presentation)

2554 138 OM and QM/MM Calculations on the Catalytic Reaction of Plant
Allene Qxide Synthase {pAQS) (T. Somboon, M. P. Gleeson, W. Treesuwan, J.
Ochiai, S. Mori and S. Hannonghbua; Poster Presentation) '

2.5.6  msussudnnig IU-KU Symposium on Integrative Molecular Biosciences o
91A15 45 T AuEIneTmEnd InAnedeinunseEns vy nganEa Fui 13
finnau 2556 19w 14 369
2561 1394 Research Direction of Faculty of Science, Kasetsart University (S.
Ratanapo; Oral Presentation)

2562 1389 Overview of the College of Science, Ibaraki University and Local
Sustainability Course for AIMS University Students (S. Mori; Oral Presentation)
2563 1503 Overview of the Interdisciplinary graduate program in Genetic
Engineering: Exarple of applying to Veterinary medical research. (S. Prapong, T.
Sritrakul, C. Suphatpahirapol, W. Surachetpong, P. Lekcharoensuk and W.
Wajjwalku1; Oral Presentation)

2564 1389 Introduction  of  Ibaraki University Cooperation  between
Agriculture and Medicine (IJUCAM) (A. Toyoda; Oral Presentation)

2565 1399 Genetic influence on caste determination in Reticulitermes
termites. (IUCAM) (O. Kitade; Oral Presentation)
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2566 30 Biofuel production from sweet sorghum (Y. Kurusu, K. Ohyama,
M. Kanemoto, M. Akiyama, S. Chohnan, F. Shiotsu, Y. Nitta and H. Ohta; Oral
Presentation)

2.5.6.7 L‘%‘Iaﬁ: Palm-Oil Research in KU for Biofuel (V. Punsuvon; Oral
Presentation)

2568 1389 Molecular Modelling of Odorant Compounds and Some Anti-
Oxidants (W. Treesuwan1 and S. Hannonghua; Oral Presentation)

2569  \Fou Systematic Analysis of the Physicochemical Parameters of Oral
Drugs, Clinical and Preclinical Compounds (M. Paul Gleeson, D. Montanari, Paul
D. Leeson; Oral Presentation)

25610 1304 Computer-aided Protein Modeling: A Case Study From Tyrosine
Kinase (TK) Domain of EGFR (K. Choowongkomon, O. Sawadeechaikul, N.
Songtawee, S. Ratanabunyong, S. Semsri; Oral Presentation)

25611 30% Theoretical studies on biosynthesis of prostaglandin G2 by
cyclooxygenase-2 (T. Yoshimura, Paul Gleeson, S. Hannongbua, S. Mori; Oral
Presentation)

25612 1304 Mechanistic Insights into the Catalytic Reaction of Plant Allene
Oxide Synthase (pAOS) via QM and QM/MM Calculations (T. Somboon, J. Ochial,
W. Treesuwan, M. Paul Gleeson, S. Hannongbua, S. Mori; Oral Presentation)
25613 1393 Weak Interaction Effect at Active Site Geometry and Electronic
Structure of Met16X Pseudoazurin: Cu and S K-edge X-ray Absorption
Spectroscopic Studies (T. Yamaguchi, J. Yano, V. Yachandra, R. K. Szilagyi, T.
Kohzuma; Oral Presentation)

25614 138 Bioinorganic Chemistry of Cytochrome < Based on High
Resolution Crystallographic Analyses (A. Takashina, M. Tiedemann, M. Unno, M.
Stillman, T. Kohzuma; Oral Presentation)

2.5.7  myussaaienns Joint IMS-KU Workshop on Molecular Sciences  towards
Green Sustainability 987 81A15 45 U Amgineremand uminedoinvasenans
UNBY AFUNT T 67 ansem 2557 S1u0u 18 (3ee
2571 Foe: Integrative Research on Anti-AIDS and Drug Discovery (S.
Hannongbua; Oral Presentation)

2572 30 Au and Au/Pd Nanocluster Catalysts (Masahiro Ehara; Oral
Presentation)

2573 1304 Theorelical and experimental study of solvent effects on the
structure, vibrational spectra, and tautomerism of salicylaldimine based (S,
Suramitr, S. Hannongbua; Oral Presentation)

2574  \Gog Amyloid Disruption by Cavitation Studied by Non-Equilibrium
Motecular Dynamics Simulation (H. Okumura; Oral Presentation)
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2575 1399 Theoretical investigation of PicoGreen as a DNA intercalating dye
(P. Saparpakorn, S. Hannongbua, H. Nakai; Oral Presentation)

2576 130% Dynamic Assembly of Proteins Involved in the Ubiquitin-
/Proteasome-medeaited Protein Degradation System (K. Kato; Oral Presentation)
2577  ew Computer-aided Protein Modeling: A Case Study From Tyrosine
Kinase (TK) Domain of EGFR (K. Choowongkomon, O. Sawadeechaikul, N.
Songtawee, S. Ratanabunyong, S. Semsri; Oral Presentation)

2578 3¢ Regulation of Gene Expression by a Novel Heme-sensing
Transcriptional Regulator HitR (S. Aono; Oral Presentation)

2579 |38 Molecularly Imprinted Polymer (MIP) Based Biosensor for
Influenza A Virus Detection (C. Sangma, T. Wangchareansak, A. Thitihanyanont, M.
Paul Gleeson and P. A. Lieberzeit; Oral Presentation)

25710 304 Water Oxidation Catalyzed by Transition Metal Complexes (S.
Masaoka; Oral Presentation)

25711 Bey Systematic Analysis of the Physicochemical Parameters of Oral
Drugs, Clinical and Preclinical Compounds (M. Paul Gleeson, D. Montanari, Paul
D. Leeson; Oral Presentation)

25712 ot Pt-nanoparticles with PEDOT:PSS - a mixture conductive to being
an effective reptacement for Pt counter-electrodes in DSSC (V. Vailikhit, 1. A. S.
Morenos, T. Nagata and K. Mitsuke; Oral Presentation)

25713 1389 Formulation and storage stability of oil-in-water emulsions
encapsulating baicalein (W. Treesuwan, S. Ichikawa, Z. Wang, M. A. Neves, K.
Uemura, M. Nakajima and I. Kobayashi; Oral Presentation) '

25714 98¢ lons distribution in Na+ channel revealed by the method of
statistical mechanics of liquid (S. Phongphanphanee, N. Yoshida, F. Hirata; Oral
Presentation)

25715 1383 A molecular study of small- and large-ring cyclodextrins (W.
Khuntawee, W. Sangpheak, T. Chakcharoensap, B. Nutho, T. Rungrotmongkol;
QOral Presentation)

25716 (3o Organic sensitizers with modified di(thiophen-2-yUphenylamine
donor units for efficient dye-sensitized solar cells: a computationat study (S.
Narnuangruk, J. Meeprasert, S. Jungsuttiwong, V. Promarak, and N. Kungwan; Oral
Presentation)

25717 13e8s Development of Metal Phosphate and Phosphide Catalysts for
Biomass Conversion to Platform Chemicals and Biofuel (P. Khemthong; Oral

Presentation)
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25718 Feu: Pyrrolidinyl peptide nucleic acids immobitized on cellulose paper
as a DNA sensor (T. Praneenararat, N. Jirakittwut, N. Panyain, T. Nuanyai, and T.

Vilaivan; Oral Presentation)

2.6 IANTAUUUIAAY

2.6.1 1309 “Surface Analysis an Integrated Approach'laandgy Professor Harry
J. Whitlow 910 Department of Physics, University of Jyvaskyla senineiuil 16-28
nuAWUE2554 a1 el A inetdadns smiinerdeinuasmeand

262 1309 “Developing New Gold-catalyzed Reaction: A Flexibility-driven
ApprachInendiey Professor Young Ho Rhee Fuit 22pu019%u82554 2 AATw LAl
AgIneAEns winaadeinuasmang |

263 1384 "Molecular Modeling of Membrane Protein'lpeldy Prof. Dr. Peter
Wolschann 910 University of Vienna Uigingi ooaLn3e Tudl 16 AUAUG 2556 1
nadennil augineteaas uminedeineniaand wasldunudidism sequ
Wavus 25 Ay '

264 1389 “Enantioselective Carbon-Carbon bond Formation Promoted by
Camphor Derived Chiral Ligands"Inandey Professor Biing-Jiun Uang it 16
nuAUG 2554 o medved] Ao Inenans uinetdoinumsenen s

265 1399 “High Stereochemical Control in Natural Product Synthesis-
Carbanion and Metal Cluster for C-C Bond Formation, Functionalized
Cyclobutane ring Synthesis, Acetylene Cobalt Mediated Synthesis Taedey
Professor Minoru Isobe ufl 9 nuansiug 2554 a1 maiuadl angingimans
WANENSELURSMENS

266 1304 “New Synthesis Strategy for Nitrogen Heterocycles and its
Application to Total Synthesis of Structurally Complex Alkatoids"lnendgy
Professor  Hidetoshir  Tokuyama Fufl 25 unsay 2554 o AT NATl ALY
IMYIANENS UMNAINEABINUNSATENS

267 130 “Applying Photoactivable Reagents in Electrokineticsystems for
Biological and Environmental Analysis'laedey Professor Dr. Vincent T. Remcho
Fuit 11 ungiau 2558 1 pedeall auginenmand univeduineasmansuasi
Sunudidndasegaionn 30 e ‘

268 1309 “Cyclic Sulfamidated Asymmetric Synthesis of “Lead-like” N-
Heterocycles'Tnenday Professor Tim Gallagher Yufl 10 una Ay 2554 o4 aedgail
ANEINEAERS UNTINEABINYRSAEnS

269 (309 “Synthetic and Biosynthetic Studies on Polyketide Derived Natural
Product'laeidiey Professor Christine  Willis ji’uﬁ 10 4nFIAN 2554 1 Apdnnail
AMEINEIMANS RTINS BLNUATANENS

33
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2610 1394 "Role of Natural Organic Matter in Aquatic Environmentlneidsy Dr.
Ron Bectkett 917 School of Chemistry Monash University a7 nussina DOALNIE
sEndn9Tuf 1627 fuaiay 2553 & atadvall Augineaatand
UATINNSHINUAIAHAAS

2611 (389 “Transition Metal Chemistry Taei@gy Professor Dr. Neil Connelly
from University of Bristol, Usenransenndnsseuineiud 8-13 wgadnteu 2553
a aedv sl A Inendans singduinunsaans

2612 1384 "Energy Related to Catalysislmendiey Prof. Dr. Olaf Deutschmann
910 Karlsruhe Institute of Technoogy Ussing amiudaisisigaiuil sumina
289a1au f9 1 wgAdnieu 2553 o8 a1adviall anzingidians
IS ISBLNYN AR S

2613 13939 “Advanced methods in ATR-FTIR spectroscopy for the use in
biophysical chemistry”lnoldey Prof.Dieter Baurechtann Institute for Biophysical
Chemistry, Faculty of chemistry, University of Viennauszing goamndy Tufl 23
fuieu 2554 a1 anadvadl aninenmans aminedeinenseanfwagidnuau
fihdassguiamalaosznms o

2614 V304 “New insights from quantum chemical molecular dynamics
simulations on the formation mechanism of metallofullerenes” lagidgy Prof.
Stephan Ile 210 Institute for Advanced Research and Development of
Chemistry Graduate School of ScienceNagoya University Usgig ﬁﬁ,ﬂ‘u Suit 17
RaT1AY 2554 191 10.00-11.00 u. & arndgriaidl angineiAidns
wninendeinsasenan fuasiisunudidrimssimmelasUsanaso au

2615 (304 “Computational chemistry with the roll of a dice: stochastic
structure generation from metal clusters to ionic liquids” Iaetdyy Dr. Matt
Addicoat 910 Institute for Advanced Research and Development of Chemistry
Graduate School of ScienceNagoya University Usging ﬂjﬂu i 17 fanfAl 2554
a1 11.00 -12.00 1. o pedenall parinetdiand uningadoinunsenaniuasil
S ssgtamslagUsznnso eu

2616 1399 “NMR-Spectroscopy to Study Biocatalyzed Reactions-From
Analysis to Synthetic Applications” Trendey Prof. Lothar Brecker 310 Department
of Organic Chemistry, University of Vienna LLa8ﬁm:'L‘é'J"1€'JmJiquuﬂgwmiﬂaﬂ‘ismm
35 Al

2618  spernaasnsd asgm wavussth idudiunddnmsluihtede
“fnidofulminuindideenla and.” o lswsusedinddinl Jaedn Saui Jo e
F¥amasy3 uazbuusgaungy Natural Products and Pharmaceutical Science
sedneiufl 10-12 manas 2555

34
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2.6.19  599ManI19138 RT.4M WTUBatn Lﬂuﬁ:{l,muauﬂﬂmﬂﬁLLﬁansmﬁ‘lﬂU 1
\i1s2ase 62th FACS EXCO Meeting $ufl 20 ganan 2555 a4 ilaq Sieam Reap,
Cambodia .

2620 1309 “Understanding and Using High Performance Computing over
National e-Science Infrastructure Consortium's Resources” lneidy 3 WHINTIN
ﬂUEJmﬂI’uIaEJE)LﬂﬂWi@uﬂﬁLLa”ﬂ?JNH’JLGlﬂﬁLMG’H']W (NECTEC) tu ey 602 ‘H'LJ 6 D185
AQuaIT AN AA3eieil 31w 18 Ay

2621  wninerduinunsmans fafisueuyingguivgquiitudnindudna
a1 uail WA Professor Dr. Aaron Ciechanover 311 Tumor and Vascular
Biology Research Center The Rappaport Faculty of Medicine and Research
Institute Technion-Israel Institute of Technology Tningimenssnsialuiva a1
il Y527 2004 uazuIseIeTiAY 1389 The revolution of personalized medicine
- are we goingto cure all diseases and at what price 7 ‘lui'u?jﬂ'ifﬁ 19 ganny 2555
a1 10.00 ~ 12.00 u. ieeUsyguasssnening emisatsilvg 50 U aanansduas
inidelddrutuarlifusdoninnnsusseelundsiiiduetann

2622 1394 “Structure-Based Drug Design and Drug Development at
Concordia University Wisconsin — from Tuberculosis to Vascular Disease” g
Associate Professor Daniel S. Sem, Ph.D. 910 Concordia University Wisconsin,
Wisconsin Ussindanizaiing Wiiuiidnssdudufiadnu aanesd uasdiauls lu
$uit 23 WOATNIBU 1.6, 2555 1987 13.00 - 14.00 U. 8 ViDs 602 6 BIAYINH BN
YW AIATY AL

2623 1309 "Mechanism of the West Nile Virus NS3 protease inhibitor using
guantum chemical calculations" Tusu 4th Research Dlgest Toy we.as.WE3UNT0
nSwda101n Iu’J‘LJVI 4 UN31A3 W.A. 2556 4 Had 602 ‘uu 6 DIATTNE BN ‘Umll’]
AAdguail

2620 (384 "Molecular modeling of ooter membrane proteins” Tusu 6th
Research Digest lng n3.Usen1@3 waduszys lufufl 18 unsiam w.e. 2556 a1 Fos
202 $u 2 91 9nqUAN Y1 pmIvnadl

2.6.25 \384 “Structural Views of Carbohydrate-Protein Interaction Systems as
Potential Therapeutic Targets” 1na Professor Koichi Kato 910 Institute for
Molecular Science and Okazaki Institute for Integrative Bioscience, Okazaki,
Japan  Wruiidsssfududndne aanansd asdiiaule Tududl 22 unsrau we.
2556 11 13.30 - 14.30 U, 1 Wod 602 4 6 enmsngquan gisn nedvued

2626 1384 "Asymmetric  Synthesis of C3 Symmetic Buckybowls" 1A
Professor Hidehiro Sakurai, Ph.D., Institute for Molecular Science, Japan Ty
Tansziutafinfnu aanansd uasiianls Tutusaasit 19 quaniug 2556 w viea
602 1 6 DrPnINgUIN Y Medved

35
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2.7.1 1383 “Molecular Modelling for Drug Design” Tnenggyiinidegulmiduingins

ifun m9. Tow1 asgass uae a5, wanwa Tussml uasdndneiUTggien laun we

wadnw Uszasiend, we dns udagassamazunea Smlgan sysusnasaiduinens
gyieiudl 31 unsaan - 24 auansudne. 2555 o andvnall Aningimans

i menduinunamens uasiisuaudidriuousiimunyssano 20 A

272 1589 “Basic of Computer-aided Ligand Design” Ingiltin@nuyidTagien
a o & 1 P I 1 W o Pt =
wazUSgain Advasgyluusazmailn Wudliniseusy lowd ueeny wiing yyes
4w ” = » &, 2 o [
susmins“nldinaiin ONIOM” w1381y FuY% AULRTHY BUTULEEY “Molecular
. ” 2 i 4 i« H
docking by GOLD” wazun9d1 35150l eafienani ausy 1584 Molecular docking
. . » e d )
by AutoDock version 4 on Window”38¥#199unt 15-17 Qumwué W.A. 2555 t4
Aadeneil Aasinendians unineduinuasmandiaoltnfnessaudigyien
N nInedesvauaiund menen ey daduindnwareldnisguaves
nifefiiauiailenmadnnsiulassnis uazsdnd@nvszdudiggranuazin veq
UM IVEaLNYA SANER S

213 3o “Chirality in Biologically Active Molecules” 98 Professor
Madalena M. M. Pinto, Professor of Organic and Medicinal Chemistry Faculty of
Pharmacy and Research Centre of Medicinal Chemistry University of Porto
s dufl 21 - 25 unsiAy 2556 1 9.00 - 16.00 . o WBe 602 Fu 6 BRI
NI YN

3, fenssudy ¢ Miuadas leun
3.1 wadudu q wWunslliauenany maldFudaiivineans meldfuseda was
msluBanrafes g
3.1.1  meldsulyduinens
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3411 MaEns19158 a5, gn1 wiswusadh Iuigantiu Invited speaker usTgng
Tusadai383 “Theoritical investigation on  HIV-1  reverse
transcriptase/inhibitor interaction, base on ONIOM method” luns
Ussguirinig 11" Eurasia Conference on Chemical Sciences
amu‘ﬁ The Dead Sea, Jordan s8eTufl 6-10 October, 2010

3.1.1.2  AEns1a1sd as. gan wismueath Sulydiu invited Speakerusseng
Tushdaiies “Research and Development of Food Production in
Thailand”Tun15Usgqu Asia America Chemical Symposium adedt 241
Hadalne President of American Chemical Society (241 ACS
National Meeting), ﬂmuﬁ Disneyland Hotel, Magic Ballroom,
Anaheim, California, FufiMarch 29, 2011

3.1.13 919158 05, N30l gsdiag Isudgulu Invited Speakerussenglusiade
‘309 “Excitation Fnergies of Triphenylamine Cyanocacrylic Acid for
Dye-Sensitized Solar Cells Using lLong-Range Corrected Time-
Dependent Density Functional Theory” Tuﬂﬂiﬂia“qﬁ‘mﬂﬁ 15"
International Annual Symposium on Computational Science and
Engineering (ANSCSE15) amuﬁBangkok University, Bangkok,
Thailand. s¥w3193ufi March 30- April 1, 2011

3,114 a3 91 a5 Wiudady Invited Speakerusteluiadaidos
“Molecular Dynamics Simulations Strategy for Drug Design” Tunns
Ussguinnnis 15" International Annual  Symposium  on
Computational Science and Engineering (ANSCSE15) da il
Bangkok University, Bangkok, Thailand. sewireuil March 30- April 1,
2011

3115  Aans191sd a3, g nauesd 1Wsudagdu invited Speaker ussene
1‘1413”3%’813’8&"Enzyme—inhibitor interaction : Key Structural and
Energetic Properties for Inhibitor Design” 1uﬂ13ﬂ53'qu3*ﬁﬂﬂﬂiu1u1‘ﬁ1ﬁ
XVlth International Workshop on  Quantum Systems In
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3.1.1.6

3.1.1.7

3.1.1.8

3.1.1.9

Chemistty and Physics (QSCP-XVD&n 11 Ishikawa Prefecture
Museum of Art, Kanazawa, JAPAN sewinafufl 11-17 September 2011
manse a3, g wsvuead I5udaniu Invited Speaker usTEng
Tuadoidos “ONIOM: A useful Combined Quantum Chemical
Calculations for Key Enzyme-inhibitor Interactions” ’Lumiﬂizfqm%q
UHUiinsseduuIud Computer-aided Drug Design Seminar and
Workshopan1uii Eastin Hotel, Penang, U5sind Malaysia szrinaTudl
5-80ecember, 2011

fremans1915¢ a3, wwssn fsled 630 @apd nvited  Speaker
usseslumidaries “Optimal Drug Design of anti-TB agents, anti-
cancer agent and anti-HIV-1 inhibitors, based on computer-aised
Molecular Design”Tunsussgandaujusinsssdunnnené Computer-
aided Drug Design Seminar and Workshopﬁmu‘ﬁ Fastin Hotel,
Penang, Ussine Malaysia 5¢9919%u?l 5-8December, 2011

mans19138 w3, gm wsvussth 18Sudandu Invited speaker UsTENY
TukidoiSas “OM/MM Investigation on the Enzymatic Reaction of
HIV-1 Reverse Transcriptase” lun1UssyaivImsssauuungf JST
International Symposiumon “Multi-scale Simulation of Condensed-
phase Reacting Systems” ﬁﬁﬂﬁu Nakoya University ES hallas g
Nakoya Ussina U semineuit 9 wauanau 2555 fis 12 wguaiau

2555

B
AAn919158 93 4o wiswuestn WiulBau invited speaker ussane
Tusiadaides “Structural requirement for new generation of HIV-1
reverse transcriptase inhibitor: Cheminformatics approach”lunns
UsgaidvnnsAsia America Chemical Symposium adefl 244848nlne

38
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3.1.1.10

31111

3.1.1.12

3.1.1.13

3.1.1.14

3.1.1.15

President of American Chemical Socie‘cy(2¢fl£lth ACS National
Meeting), Ao udl Pennsylvania Convention Center Halls A and B,
Philadelphia, USATufiAugust 21, 2012

manTIsd a3, ga mavueata 163uBgiu Invited speaker usTENY
Tuiadieides "Search for Bioactive Compounds from Dipterocarpaceae
Plant in  Thailand, Against HIV-1 Reverse Transcriptase,
Acetylcholinesterase and Antimicrobial Activities" 'lumiﬂwfqu%ﬂms
2012 1OCD International Conference on Functional Molecules in
Nature; “Chemistry in biosystemns and bioprocess” , an1ufl The
Mandarin Garden Hotel, Nanjing, P.R. China, Tufl 22-24 fugneu 2555
Aans1a15e a3, gnn wswuaet WiTuledu Invited speaker usTEne
Tusidordee “Theoretical Investigation on the Absolute Configuration
of A new Resveratrol Trimer” lun13Usgyaivnnis Cambodian
Malaysian Chemical Conference (CMCC)} i Angkor Century Resort
and Spa \les Siem Reap Usgwia Cambodia, $uft 19- 210a1AL2555
MEns19158 a5, gan mavuedn lasuilguly Plenary speaker U318
Tuvdo5as “A New Resveratrol Trimer and Oligomers  from
Dipterocarpaceae Plant in Thailand : Biological Acitivites, Structures
and Molecular Interaction of HIV-1 Reverse Transcriptase: QM/MM
Investigation”  Tusudsgeaiennts Computer  Aided-Drug  Design
(CADD2012) 04 1ilaa Selangor, Malaysia, Jufl 3-4 $ummu 2555

man 138 93, gan wsvues Wiudalu Plenary speaker ussENe
Tudeida “Enzymatic Reaction of HIV-1 Reverse Transcriptase:
QM/MM  Investigation” luauisegaivinis Computer  Aided-Drug
Design (CADD2012) & \a9 Selangor, MaLaysia,"fufﬂi 3-4 5uPN 2555
Dr. Matthew Paul Glesson éi§uiguiiu Invied speaker ussanaluiide
1394 “Further Analyses of the Link between Efficacy, ADMET and
Physico-Chemical Parameters” Iuﬂﬂuﬂis‘quﬁ‘mmi Pure and Applied
Chemistry International Conference (PACCON 2013) a1l The Tide
Resort, Bangsaen Beach, Chon Buri, Thailand syIeTuil January 23-
25, 2013.

Hiseans1913d a5, We3uise ninderains udgidu invited
speaker Utseneluiateldes “Binding Investigation of the West Nile
Virus NS3 Protease Inhibitor using Divide-and-Conquer Method” 1u
UYSEYIIUINIT 17" Intemational  Annual Symposium  on
Computational Science and Engineering (ANSCSE17) goudl Khon
Kaen University, Khon Kaen, Thaitandsgnneiufl March 27-29, 2013
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3.1.1.16 mans19138 a5 dn1 msnuesth Isudgdriuusseelufidedes
“From Molecular Interactions to Design of the Next Generation HIV-1
Reverse Transcriptase Inhibitor”  Tuauussyaienis International
Symposium of Homogenous Chemistry Reactivity (ISHCR 2013) o
\{iee Mito Campus, Ibaraki University ,Thailand svwineduft 14-15
dguieu 2556

3.1.1.17 fans19138 a5 gn manuesth WWsudgdhinussendluidedes
“Structural and Photo-physical Properties of Conducting Polymers
and UVB Blocking Materials Through the Lens of Computational
Microscope” neldadadds Green Energy and Nano-Chemistry Tu
NUYUsEEITIAS 48" The Korean Society of Industrial and
Engineering Chemistry (KSIEQ) &4 Yuseong Hotel, Daejeon Convention
Center, Korea sswingiufl 30 saney - 1 wgedmey 2556

3,12  msldFunedaussnisidfudumddlussdnssesduununand

3121 unannunes  galn WiTus1eTa Best Poster Awards Tumsihiaus
pasAdulunuussyAmmsunngd 2012 10CD  International
Conference on Functional Motecules in Nature: “Chemistry in
“biosystems and bioprocess”, @ouil The Mandarin Garden Hotel,
Nanjing, P.R. China, Jufl 22-24 fsenen 2555

by
v Laboeator o Phativ]
tebotninreaf Hatun

3.1.22 fefaninsd anwIwTI fod Wsunade [
piftosilunslafunuatuayunside lulasinis
2010 L’Oreal For Women in Science In
Thailand Tnemsatuayuues as3da (Ussinalne)
phe sudiedudriniaandnnsaugnTuns
wisiamemsane Ingednd wayiaussiy
whsanlses191A (glualn)
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3.1.2.3

3.1.2.4

3.1.2.5

3.1.2.6

3.1.2.7

3.1.2.8

3.1.29

3.1.2.10

mamssd a5 gan ety liFusumiaaviinisilues
dunviusauauniaede  (Federation of Asian Chemical Society,
Secretary General) sewinall  2011-2013 Ipsflauinuailatnussine
e q Tueide S1uau 29 Useina Wuaundn

as. A w3gesses WEUs19Ta“IUPAC Young Chemist Awards”lu
nsihausnaIdelunulssgrdnmsuunei “10"  Asian
Chemical Congress (14ACC)” @onufl  Queen Sirikit  National
Convention Center, Bangkok, THAILAND sywineud 5-8
September 2011

ud. nunes galn la3uiela “Bangkok Bank Young Chemist
Awards”Tunsthiauenamiddelumulssginmaunnmi 14"
Asian Chemical Congress (14ACC)" an Queen Sirikit National
Convention Center, Bangkok, THAILAND seveTuit 5-8September
2011

wd, uguy duady lifuneia“Bangkok Bank Young Chemist
Awards*tunsthieueramadelumsspinmsunnni  “14"
Asian Chemical Congress (14ACC)” da1ufl Queen Sirikit National
Convention Center, Bangkok, THAILAND Sz%ﬁ’i’lﬁuﬁ 5-8

September 2011

e algwed et ldsuieda“Bangkok Bank Young Chemist
H @ =g = a « th

Awards”lumaihauesaiidolunulsspidnmauued - ‘14

Asian Chemical Congress (14ACC)” d01uf Queen Sirikit National
Convention Center,  Bangkok, THAILAND semingiuil 58
September 2011

wa. vieuls auysal IWuseda “wasuinendinudysse awrdouad
nauIngnemanimaniw sefuUdganln Ussdtinisding 2553”

ua. yunivd o wes Wuneda “wesuiverdwusvaney @i
Fuadl nguinermanstiniw sedulyanln Ussdidmsdnu 25537
mans s a3 g et dhiunsssemulanEidenld
am. Usednd 2553anaufiovssaninusivgan aesusisunmns o
yailsdosiamn dedull 23 ganau 2554
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31.2.11

3.1.2.12

3.1.213

i ML s fil

unamnsing Y 185usieda The 2™ Honor of the Outstanding
Dissertation Award from Graduate School, Kasetsart University €191
Frnm Twhdermidedos “NMR Spectroscopic Investigation And
Molecular Modeling On Ligand-Protein Interactions; Sarcotoxin IA,
Phosphomevalonate Kinase, and HIV-1 Reverse Transcriptase
e Ussaeies!  143useda The 2nd Honor of the
Qutstanding Dissertation Award from Graduate School, Kasetsart
University (2013) lusdoiveniinusides From Nanoparticles to
Electronic Devices: Synthesis, Theoretical Study, and Applications
of Carbon Nanotubes Functionalized with Poly[2-Methoxy-5-(2'-
Ethyl-Hexyloxy)-1,4-Phenylenevinylene]

waandd wsrudiuda esusisla Outstanding Oral Presentation
TuaulsgyadsmslannisuTyynennigauiiien adidl 15 (RGJ-
Ph.D. Congress XV) sywhafuil 2830 WAl 2557 o Laausuge

= 3 ) =i L3 )
WiBU Unay UY S0 2.98Y5

| = = alny
| 3.1.3  nsludvuvaiesufjifinag

31341

3.1.3.2

mannd  as. @m  msusshuasansinide  liludeuey
ﬁaaﬂﬁﬁﬁmi fd Institute of Functional Biomolecules Medical
School, Nanjing University Usswrensisnigussonmudu  luhou
Fomen 2553 wasiinddoluvinisosserdy sewie ey - fusey
2553 uag viqunaw — Nguey 2554

wwenn sugys fuedy  Wsuuainlassmisveuihunngd
(International Horizon Project) Usgdrd 25543ufl 3 (HP 2011) T

@'amuﬁmﬂﬁﬁ’ﬁms o1 National University of Singapore (NUS) lag
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Nanyang Technology University (NTU)Useina daflis sywietud 11-
13 ganan 2554

3.1.3.3 fnmans915-6 asnausa gassnd Wundluasmmusuiiony
MISEAEaRU Effect of Nonrubber Component on Adhension and
Friction of Natural Rubber neldlasin1s Franco-Thai Collaboration
2 Institute de science des Matériaux de Muthouse Wlad Mulhouse,
France s#wi193ufl 11-17 wge@meu 2555
3.1.3.4 89A1dn519158 03, 951050l snege lesudgidrsaalasanis © 2013
Nigata Graduated Research Forum” al Nigata University, Japan FENIN
5ufl January 9-16, 2013

3.2 msldsunudu 4 sndislunagiessme
341 {Rhemdns1a13e as. figiunsa viwdonnans lasunuthe Ministry of
Education, Culture, Sports, Science and Technologyangldlasanis
“Project for Establishing Core Universities for Intermnationalization
(Global30)” 1%¥in348 Application of DC-MP2 method to investigate the
interaction energy of MK-4965 in HIV-1 RT binding pocket ivinine&a
igazUTsnAgUu ST fusneu 2553 G Fonau 2555
34.2 {wmansnanse as. nsed gafing TdSunu ASEAUNINET  Tivhide o
Institute of theortical Chemistry, University of Vienna Uszine apaiase
svezan 38 U seuinetuf 24 fanan2553 da 30 wgAIme
2553
343 frwmansnanse as. wawssal s 1iEunuide Tasemsu
Feuaedsa Usswalng “deandlusdineimans”  (For
Women in Science L’OREAL Thailand) st 8 Uszsnl 2553
Tuauinemanidanim (Life  Science) 1ludiuau 200,000
UM 910 UTEN a93da (@n3luauinedaasusyinalne)
8e Saudud1iiniav1insAMENITUAITUAITIAI19E
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3.4.4

3.4.5

3.4.6

3.4.7

348

3.4.9

3.4.10

nsAnwIneImansia s ssuuisanUssed (giualn) etud 30
AN 2553 |

919156 a5, S3wmi AUssiadglaTunuTechnology Grants neldlasenis
Arusuiiameinendmans inaluladuazfads sendng Ussmalnedy
Usginmeaamie Usedd 2553 Tviidaundeligyen Tu arwinisg
Fuasevian o University of Vienna Useind o8an38 52891381 6 1hou
A5, V9 m'%emizu ”Lﬁ’f%'wgu French Junior Research Fellowship program
2011193481509 “Study of bioactive compounds distribution in the
culinary transformation: from soymilk to tofu” ma‘tﬁn’]’iﬁgua%ﬂ Prof.
Hervé t @l AgroParisTech ﬂszmﬁmmm%’gﬂ%"qma 52821981 2 fDU
819158 5. UszA A3 wadlssys lasuyuFrench  Junior  Research
Fellowship program 2011W¥idelusadiaiies Simulation Studies of G-
coupled protein receptor (BLT2)"Ussina mmsm%’gcl%"amaﬁs glan 2
\Wiou 2
819138 23, Usza@s wadlszys Wadunulilleusuda
UfjuAnnsCentre Européen de Calcul Atomique et
Moléculaire (CECAM) 1394 “Coarse-grained
biomolecular modeling” fd Lausanne Ussing
Anweiuaud sewieiuil 17-215a1002554

wgtadnm Yszasimi ldsumuan waom. Thihidedea
“From  Nanoparticles to Electronics  Devices:
Synthesis, Theoretical Study, and Applications of
Carbon Nanotubes Functionalized with Poly[2-methoxy-5-(2-ethyt-
hexyloxy)-1,4-phenylene~vinylene” o Institute  for  Integrative
Bioscience, National Institutes of Natural Sciencesuizing ﬂjﬁ.’ju W
17 (nunnsiug 2554 - uns1ms 2555)

WA WAl wswudiinin 1935unuann  Institute  ofMolecular  Science
(IMS) T¥¥135e1309 “Theoretical investication of [l
various substituted cinnamates byusing the
symmetry-adapted cluster configuration
interaction (SAC-Cl) method”tu Okazaki,Ussne
§iu sze0an 5 ey

w19d1) weting yayad lasunulapan-fast  Asia . 4%
Network of Exchange for Students and Youths (JENESYS) program Tu
1A59n13 Exchange  Scientist 270 Institute  ofMolecular  Science
(iMS)anelfmaguares Prof. Koichi Kato Tiiidui3es*NMR Analyses of
the Sarcotoxin 1A Antimicrobial Peptide Interacted to Lipid A" uag
“NMR Characterization of the Efavirenz Binding to p51 Monomer of
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3411

3.4.12

HIV-1RT”®4 The Institute for Molecular Science and Okazaki Institute
for Integrative Bioscience, National Institutes of Nalural Sciences
Uszina Gy sspzna 2feu udaudt 22 Bemau e 31 ganeu 2554
afildsun ReJ Tivinidesiedles 8n 18 $u syineduiil-18 woeRmeuy
2554

w1ed17 WWeuls auysal lasuyuann
Grant-in-aid for Scientific Research on
Innovative Areas, “Molecular Acivation
Directed  toward  Straightforward
Synthesis” T#vi3dei3ee DFT  studies
on Allene Oxide Synthase & Ibaraki
University Ussinadiiu sswinadudl 25
Aueneufe 5 §UIAY 2554

wee17 BUYUTAURTY LATuUAIN “Sokendai Asian Winter School
(Basics and Frontiers in Molecular Science)” l@uonaIu3ve “A CoMSIA
Study on Resveratrol Derivatives Active against Aromatase Enzyme of
Breast Cancer”{C. Tancharcen, P. Maitarad, N. Ithiapa, S. Suramitr, P.
Saparpakorn and S. Hannongbua; Poster Presentation) 4 Okazaki
Conference Center, Ussind fuf‘l!u'iw’i’lﬁuﬁ 10-13 un3nau 2555
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3.4.13

3.4.14

3.4.15

34,16

3.4.17

919798 99, UsznnA3 wedussys @5unu 90 University of Vienna ua
ASEA-Uninet Teivinideliiadierdas “Simulation Studies of G-coupled
protein receptor (BLT2)” UszinAasainis szotian 2 1iou ( 22 wiwiei
f9 15 flgungy 2555)

3. 3991 0325500 15Unu UNU-KIRIN FELLOWSHIP 2012-2013 Tvivinide
i3aaFormulation  And  Characterization  Of Micro/ Nanodispersions
Encapsulating Functional Food Components mﬂiﬁm‘i@ua‘m Prof.
Sosaku Ichikawa 71 Food Engineering Division, National Food Research
Institute, Tsukuba, Japan Wwan 13 (23 1w.e. 2555 - 15 il.A. 2556)
wnansatgnl sssaasel  sunulasesuiygaennigauniien
(RGJ) uag Nuatvayunisuanilasuidnisovieon (ORSE) 1uviiite
1309 Investigation of Novel NNRTIs of Wild Type and Mutant HIV-1 RT
by using Isothermal Titration Calorimetry @ Okazaki Institute for

Integrative Bioscience, National Institutes of Natural
Sciences 13194 Okazaki U‘szmﬂfﬁﬂu m‘iﬂﬁﬂ’}‘iﬂl,l,a‘um Prof. Koichi
Kato daws Fuit 1 nsngamu 2555 BeFudl 30 SurnAu 2555 (571

1281 6 LFiDu)

ns i Aussiads I8Suyulviidedas “Synthesis of New Anticancer
Compounds with  DNA Intercalating Properties” g Institut  far
Pharmazeutische Chemie, Universitat Wien, Austria ‘331&’3‘%’3}141714 5
Favnu §a 2 Aueneu 2555

WA1INUNDT FAlA NFUNY EXODASS (post-JENESYS) program 2012 91
Institute of Molecular Science (IMS) miﬂﬁmiatmfﬂm Prof.Kunihiro
KUWAJIMA T9v3dendee “Elucidation of Molecular Mechanisms of
Protein Folding” &4 Okazaki Institute for Integrative Bioscience National
Institutes of Natural Sciences Usging zﬁ{ju svezaa 2 e tudau 31
fa1AY 89 31 funau 2555
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3.4.18 wnilng uasgassa lWiunu 210 University of Vienna waw ASEA-Uninet

3.4.19

T seluadaiias “Theoretical Study of Dimerization Mechanism of
Acrotein” @ Institute of Theoretical Chemistry, University of Vienna,
Austria 55881381 3 Wiou ( 3 weAdneu 2555 89 31 unsiau 2556)

oo ery Y Yes a (=3 o
wisamindd wsudiinm lasuulasasdiggaienngauniien (RG)) ¥
o u 25 A . .
Favluidelies “Understanding the Interactions between
Methoxycinnamic  Acid and Cyclodextrins:  Density  Functional

Calculations and Molecular Dynamic Simulations” a4 Institute of
Molecular Science (IMS) szgeiaa1 3 Wau (13 wouatau f4 4 deinay
2556) wag © Institute of Theoretical Chemistry, University of Vienna,
Austria szazan 3 fou ( 1 Sunau 2555 89 28 AU 2556)
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3.4.20

3.4.21

wsamiladnwal wies 195unuein Rhom  Scholarship 2012 uag
Outbound Research Student Exchange , ORSE Wiviideluwrdaiias
“Structure and Energetic Properties of HIV-1 Reverse Transcriptase
Inhibitors for Design of Next Generation Drug” o Department of
Chemistry and Biochemistry School of Advence and Enginnering,
Waseda University, Shinjuku-ku, Tokyo, Japan syeziIan 2 oy (1
HAILG B9 27 fuay 2556)

wiansal yaaind 1W5unuein The Southeast Asian Regional
Center for Graduate Study and Research in Agriculture (SEARCA) T
Feeluiidoias “The Affinity of Different P38 Kinase Inhibitors using
Molecular dynamics and Free Energy Calculations” @l School of
Chemistry and Molecular Biosciences, University of Queensland,
Australia sgeziian 5 @Wsu (1 quieu fis 31 gaieu 2556)
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3.4.22

3.4.23

3.4.22

3.4.23

unarmsivg yges  165ulBgein Prof. Koichi Kato 141393411 the
Bioorganization 2013 g Okazaki Institute for Integrative Bioscience,
Institute for Molecular Science (IMS), Okazaki, Japan sEwIeTui
August 22 - 24 2013

wiwaigna 3u¥suIns LATUMuaIn Outbound  Research  Student
Exchange, ORSE way 2013 NCTU Taiwan Elite internship Program Toivin
Welurdeides “Binding Investigation of Dengue Virus NS3 Protease
Inhibitors  using Quantum Chemical Calculations” & Institute of
Bioinformatics and Systems Biology, National Chiao Tung University,
Taiwan $g821381 60 Tu (1 ganms D8 30 weAInIe 2556)
wwWaailgn sysnasel WWunuen lasinmsdgaiennmgauniien
(AUN.) Waz Outbound Research Student Exchange, ORSE Tvviridelu
Wideisa Investigation of Novel NNRTIs of Wild Type HIV-1 RT by using
Isothermal Titration Calorimetry (ITC), X-ray Crystallography and NMR
spectroscopy fd Okazaki Institute for Integrative Bioscience, Nationat
Institutes of Natural Sciences a4 Okazaki Uismmﬁﬂu szesan 11 6
Wiow (23 nngaay 2555 s 22 unsany 2557)

wEIgIssal v 1dSuuain Bilateral Research Cooperation, BRC
ApgINEIAmIEns uninerdununsaians Wiiiseluiadeises
“Theoretical Studies Fluorescence Quenching of Novel Organic Donor-
Acceptor Dyad as Fluorescent Sensors towards Highly Sensitive and
Selective Sensing of Nitroaromatics Vapors” @l Institute for Theoretical
Chemistry, University of Vienna, Austria Ss813a1 104 34 (19 wwie 64
31 nsngHAN 2558)
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3.5

Prof. Dr. Peter Wolschann, U. of Vienna, Austria

Prof. Dr. Hans Liskha, U. of Vienna, Austria

Dr. Danial Sem, Marquette University, USA

Dr. Adrian Mulholland, U. of Bristol, UK

Prof. Dr. Simon Mackay, U. of Strathclyde, Scotland, UK

Prof. Jae Kim, Dongduk Women’s University, Seoul, Korea

Prof. Ren xiang Tan, Nanjing University, People Republic of China

Prof. Bechan Sharma, University of Allahabad, India

Prof. Masahiro Ehara, Institute for Material Science, Okazaki, Japan
Assist. Prof. Dr. Jen-Shiang K. Yu, National Chiao Tung University, Taiwan
Prof. Dr. Hiromi Nakai, Waseda University, Japan

Prof. Dr. Masataka Nagaoka, Graduate School of Information Science, Nagoya
University, Japan

Prof. Dr. Seji Mori, Faculty of Science, lbaraki University, Japan

Prof. Dr. Stephan Irel, Nagoya University, Japan
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