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11 2547-2550 nszuaun1EIlfAsenlussauunTumns: n1saanuuuN1sIAILLLTHENEA LAarNISFIASIIIAANTTASIET WNENSEA LU LIRS (
321TA59N15 ) TaSUNuIMAuduITwne Tu1a Suvieed dninauimuiinaididnsuasmalula duvivaa

il 2550-2551 n1s@nwnisiialfAsaeandmduaay Binuclear irons uudsalizendialad ( Waminlasenis ) Tasunuandainenaamustiv
quuN153ITe

1] 2545-2555 el fiiinasAdedirianaianizdau Catalytic and Bimolecular Design ( £595TA59015 ) THSunuanuaanuuide un.

o

il 2551 AsWaIuIAILs Az eniiadviaswrinad wasidasd unglddranssuiun1snndinam ( §3u1as9n15 ) Tasunuandnineunasmudiiy
qUun15338

il 2551 nsAnwnsinljAsaeangimduaay Binuclear irons uudalsnlfazendialad ( Wminlasenis ) Tasunuandiineunasmnuatiuduu
n15338

f] 2551-2552  nasAnwnisinulfAsenaandinduaas Binuclear irons uudasiAsendTalad (WninTasenas ) Tesunuatndtinunamuaiiy
quun133e

il 2552-2553 n1s@Anwna lnnasiinlfiAizan Beckmann rearrangement uu@asvlfAsendTalad (wimirlasnis ) Tdsunuandiineunasmu
drluduunisivy

i 2553-2554 n1sAnuna lnnisiinlfiizan Beckmann rearrangement uu@aisvlizend Talad ( minlasinig ) lasunuanndninviunasnud iy
duun13IFe

il 2557-2560 n1sAnunalnnisiinnssuiunis Methane activation uu Supported metal sie ( Wan11as9n1s ) Tasunuandnineunasmudiiy
duun13338 (4n1.)

11 2557-2560 n1sAnwIna’lnnisiinnssuIunis methane activation U supported metal 6ive) ( 21Mi1TASIN5 ) THSUNUIINNUGAUUUTIE un.
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FEAVUNUIEG

- Jakkapan Sirijaraensre, Truong, TN, Jumras Limtrakul, "Density functional study of the mechanism of the Beckmann rearrangement catalyzed by
H-ZSM-5: A cluster and embedded cluster study”, JOURNAL OF PHYSICAL CHEMISTRY B 109 (24) (2005) 12099-12106

- Jakkapan Sirijaraensre, Jumras Limtrakul, "Vapor-phase beckmann rearrangement of oxime molecules over H-faujasite zeolite",
CHEMPHYSCHEM 7 (11) (2006) 2424-2432

- Jakkapan Sirijaraensre, Jumras Limtrakul, "Effect of the acidic strength on the vapor phase Beckmann rearrangement of cyclohexanone oxime
over the MFI zeolite: an embedded ONIOM study", PHYSICAL CHEMISTRY CHEMICAL PHYSICS 11 (3) (2009) 578-585
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- Maihom, T, Boekfa, B, Jakkapan Sirijaraensre, Tanin Nanok, Probst, M, Jumras Limtrakul, "Reaction Mechanisms of the Methylation of Ethene with
Methanol and Dimethyl Ether over H-ZSM-5: An ONIOM Study", Journal of Physical Chemistry C 113 (16) (2009) 6654-6662

- Panjan, W., Jakkapan Sirijaraensre, Chompunuch Warakulwit, piboon pantu, Jumras Limtrakul, "The conversion of CO 2 and CH 4 to acetic acid
over the Au-exchanged ZSM-5 catalyst: A density functional theory study", Physical Chemistry Chemical Physics 14 (48) (2012) 16588-16594

- Yadnum, S., Choomwattana, S., Pipat Khongpracha, Jakkapan Sirijaraensre, Jumras Limtrakul, "Comparison of Cu-ZSM-5 zeolites and
Cu-MOF-505 metal-organic frameworks as heterogeneous catalysts for the Mukaiyama aldol reaction: A DFT mechanistic study", ChemPhysChem
14 (5) (2013) 923-928

- Jakkapan Sirijaraensre, Jumras Limtrakul, "Mechanisms of the ammonia oxidation by hydrogen peroxide over the perfect and defective Ti species
of TS-1 zeolite", Physical Chemistry Chemical Physics 15 (41) (2013) 18093-18100

- Nared Phetrak, Thanya Rukkijakarn, Jakkapan Sirijaraensre, Samran Prabpai, Palangpon Kongsaeree, Chayada Klinchan, Pitak Chuawong,
"Regioselectivity of Larock Heteroannulation: A Contribution from Electronic Properties of Diarylacetylenes", Journal of Organic Chemistry 78 (24)
(2013) 12703-12709

- Jakkapan Sirijaraensre, Jumras Limtrakul, "Structures and mechanisms of the dehydration of benzaldoxime over Fe-ZSM-5 zeolites: a DFT
study", Structural Chemistry 24 (4) (2013) 1-12

- Maihom, T., Pipat Khongpracha, Jakkapan Sirijaraensre, Jumras Limtrakul, "Mechanistic studies on the transformation of ethanol into ethene over
Fe-ZSM-5 zeolite", ChemPhysChem 14 (1) (2013) 101-107

- Impeng, S, Pipat Khongpracha, Chompunuch Warakulwit, Jansang, B, Jakkapan Sirijaraensre, Ehara, M, Jumras Limtrakul, "Direct oxidation of
methane to methanol on Fe-O modified graphene”, RSC ADVANCES 4 (24) (2014) 12572-12578

- Injan, N, Jakkapan Sirijaraensre, Jumras Limtrakul, "Decomposition of nitrous oxide on Fe-doped boron nitride nanotubes: the ligand effect",
PHYSICAL CHEMISTRY CHEMICAL PHYSICS 16 (42) (2014) 23182-23187

- Jakkapan Sirijaraensre, Jumras Limtrakul, "Modification of the catalytic properties of the Au4 nanocluster for the conversion of
methane-to-methanol: Synergistic effects of metallic adatoms and a defective graphene support", Physical Chemistry Chemical Physics 17 (15)
(2015) 9706-9715

- Thivasasith, Anawat, Jakkapan Sirijaraensre, Pipat Khongpracha, Chompunuch Warakulwit, Jansang, Bavornpon, Jumras Limtrakul, "Reaction
Mechanism of Methanol to Formaldehyde over Fe- and FeO-Modified Graphene", CHEMPHYSCHEM 16 (5) (2015) 986-992

- Impeng, S, Pipat Khongpracha, Jakkapan Sirijaraensre, Bavornpon Jansang, Masahiro Ehara, Jumras Limtrakul, "Direct oxidation of methane to
methanol on Fe-O modified graphene", RSC Advances 4 (24) (2015) 12572-12578

- Jakkapan Sirijaraensre, #.05. 315& z‘i‘yuqua, "Hydrogenation of CO2 to formic acid over a Cu-embedded graphene: A DFT study", Applied
Surface Science 364 (-) (2016) 241-248

- Patipan Charoenwiangnuea, Thana Maihom, Pipat Khongpracha, Jakkapan Sirijaraensre, Prof.Jumras Limtrakul, "Adsorption and decarbonylation
of furfural over H-ZSM-5 zeolite: a DFT study", RSC Advances 6 (107) (2016) 105888-105894

- Patanachai Janthon, Francesc Vi?es, Jakkapan Sirijaraensre, Jumras Limtrakul, Francesc lllas, "Carbon dissolution and segregation in platinum"”,
Catalysis Science & Technology 7 (4) (2017) 807-816

- Patanachai Janthon, Francesc Vi?es, Jakkapan Sirijaraensre, Jumras Limtrakul, Francesc lllas, "Adding Pieces to the CO/Pt(111) Puzzle: The
Role of Dispersion", The Journal of Physical Chemistry C 121 (7) (2017) 3970-3977

- #uA1 duavna, Thana Maihom, Piti Treesukol, Jakkapan Sirijaraensre, Bundet Boekfa, #.a5.975d ﬁvum‘izna, "Theoretical study on the reaction
mechanism of hydrogenation of furfural to furfuryl alcohol on Lewis acidic BEA zeolites: effects of defect structure and tetravalent metals
substitution", PHYSICAL CHEMISTRY CHEMICAL PHYSICS 19 (35) (2017) 24042-24048

- Jakkapan Sirijaraensre, #.05.315d ﬁvumszqa, "Theoretical investigation on reaction pathways for ethylene epoxidation on Ti-decorated graphene”,
Structural Chemistry 29 (1) (2018)

- Jakkapan Sirijaraensre, Pipat Khongpracha, Jumras Limtrakul, "Mechanistic insights into CO2 cycloaddition to propylene oxide over a single
copper atom incorporated graphene-based materials: A theoretical study"”, APPLIED SURFACE SCIENCE 470 (-) (2019) 755-763

- Jakkapan Sirijaraensre, "Mechanistic insights into CO2 cycloaddition of styrene oxide on paddle-wheel metal clusters: A theoretical study", New
Journal of Chemistry 43 (29) (2019) 11692-11700

- Jakkapan Sirijaraensre, "Structures and mechanisms of CO2 cycloaddition with styrene oxide on bimetallic M~-Cu-BTC MOFs (M = Mg, Ca, Al,
and Ga): a DFT study", New Journal of Chemistry 45 (10) (2021) 4729-4737

- Jakkapan Sirijaraensre, "Metal paddlewheels as sensors for detection of SO2 gas: a DFT study", Chemical Papers 76 (4) (2022)

- Sirapat Munpollasri, Yingyot Poo-arporn, Waleeporn Donphai, Jakkapan Sirijaraensre, Winyoo Sangthong, Sirapassorn Kiatphuengporn,
Pongsakorn Jantaratana, Thongthai Witoon, Metta Chareonpanich, "How magnetic field affects catalytic CO2 hydrogenation over Fe-Cu/MCM-41: In
situ active metal phase—reactivity observation during activation and reaction", Chemical Engineering Journal 441 (-) (2022) 135952-135966

- Jakkapan Sirijaraensre, "Effects of doping a boron atomin g-C3N4 on the catalytic activity of deposited Pd atom for the dehydrogenation of formic
acid: A DFT study", Applied Surface Science 599 (-) (2022)
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- Winyoo Sangthong, Jakkapan Sirijaraensre, "Understanding the effect of the divalent cations (Ni, Cu, and Zn) exchanged FAU zeolite on the
kinetic of CO2 cycloaddition with ethylene oxide: A DFT study", Journal of Molecular Graphics and Modelling 117 (-) (2022)

- Thangsan, P., Rukkijakan, T., Thanaussavadate, B., Yiamsawat, K., Jakkapan Sirijaraensre, Gable, K.P., Pitak Chuawong, "Quantitative analysis
of steric effects on the regioselectivity of the Larock heteroannulation reaction”, Organic and Biomolecular Chemistry 21 (7) (2023) 1501-1513

- Jakkapan Sirijaraensre, "Sensing properties of 2D conductive M3(HITP)2 MOFs toward SO2 gas: a theoretical study", Chemical Papers 77 (0)
(2023) 6053-6068

- Winyoo Sangthong, Jakkapan Sirijaraensre, "Effects of Lewis acid strength of monovalent coinage metals and zeolite frameworks on catalytic CO2
cycloaddition with ethylene oxide: A DFT study”, New Journal of Chemistry 47 (26) (2023) 12191-12199

- Winyoo Sangthong, Jakkapan Sirijaraensre, "Theoretical investigation of the carbonyl-ene reaction between encapsulated formaldehyde and
propylene over M-Cu-BTC paddlewheels (M= Be, Mg, and Ca): A DFT study", Journal of Molecular Graphics and Modelling 129 (2024)

- Jakkapan Sirijaraensre, "The role of halide ions in the carboxylative cyclization of propargy! alcohol with CO2 on CuX-deposited UiO-67(bpy)
MOFs (X=F, Cl, Br, and I): a DFT study", New Journal of Chemistry 48 (27) (2024) 12120-12129

- Jakkapan Sirijaraensre, "Exploring the catalytic performance of ligand-functionalized Cu-BTC paddlewheels in carboxylative cyclization of
propargy| alcohol with CO2: DFT and SISSO insights", Journal of Molecular Graphics and Modelling 138 (9999) (2025)

- Winyoo Sangthong, Jakkapan Sirijaraensre, "DFT and SISSO studies on the CO2 cycloaddition reaction to ethylene oxide catalyzed by
intraframework M(ii)-BEA zeolites", Physical Chemistry Chemical Physics 27 (25) (2025) 13371-13381

- Zehui Du, Ratchanon Chotchaipitakkul, Waleeporn Donphai, Jakkapan Sirijaraensre, Wanwisa Limphirat, Sirapassorn Kiatphuengporn,
Pongsakorn Jantaratana, Thongthai Witoon, G?nther Rupprechter, Metta Chareonpanich, "Selective production of BTX aromatics from LPG using
moderate-range external magnetic field-assisted Pt-Ga/ZSM-5 molecular sieves catalysts", Molecular Catalysis 600 (-) (2026)

- Winyoo Sangthong, Jakkapan Sirijaraensre, "DFT Studies of the Effects of Trivalent Cations (B, Al, Ga) on Au(l)-Exchanged Zeolites for Catalytic
CO2 Cycloaddition with Light Epoxides: The Interplay between Catalyst Acidity and Epoxide Reactivity", ACS Omega 11 (25) (2026) 38114-38124

unaddelunisyssquiginig
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- Jakkapan Sirijaraensre, Pipat Khongpracha, "Effect of Impurities in MgCI2 Support for Polymerization of Ethylene with Heterogeneous Ziegler-Natta
Catalyst: ADFT Study", The 22nd International Annual Symposium on Computational Science and Engineering (ANSCSE22) (2018)

- Pipat Khongpracha, Jakkapan Sirijaraensre, "Charge Carriers Distribution in Platinum Doped Graphitic Carbon Nitride Quantum Dot", The 22nd
International Annual Symposium on Computational Science and Engineering (ANSCSE22) (2018)

- Jitwadee Wiangngean, Pipat Khongpracha, Jakkapan Sirijaraensre, piboon pantu, "THE EFFECTS OF ZEOLITE FRAMEWORKS ON
ADSORPTION THERMODYNAMIC OF 1-BUTANOL IN THETA-1 AND BETA ZEOLITES", nasidszauign1sinendidnsuazmna Tulafuvivlssm
a'Ine A3 44 (2018)

- Winyoo Sangthong, Jakkapan Sirijaraensre, "Ethylene Oxide Cycloaddition with Carbon Dioxide over M-Faujasite Zeolite (M=Mg, Zn and Cu): A
Theoretical Reaction Mechanism Investigation", The 7th Thailand International Nanotechnology Conference “Nanotechnology in Times of Disruptive
Transformation” (2021)

SELHAUUNUITIR

- Boekfa, B., Jakkapan Sirijaraensre, Pailin Limtrakul, Pantu, P., Jumras Limtrakul, "Adsorption of glycine amino acid in zeolite: An embedded QM/MM
study"”, 2007 NSTI Nanotechnology Conference and Trade Show - NSTI Nanotech 2007, Technical Proceedings (2007)

- Krainara, N., Somkiat Nokbin, Luksirikul, P., Jakkapan Sirijaraensre, Meemanvit, R., Khongpracha, P., Pantu, P., Jumras Limtrakul, "Conduction
properties of BN-doped fullerene chain obtained by density functional theory calculations", 2007 NSTI Nanotechnology Conference and Trade Show
- NSTI Nanotech 2007, Technical Proceedings (2007)

- Bobuatong, K., Jakkapan Sirijaraensre, Khongprachaab, P., Pan, P., Jumras Limtrakul, "The theoretical investigation of oxidative dehydrogenation
of ethane to ethene over Fe-ZSM-5: A QM/MM study"”, Technical Proceedings of the 2009 NSTI Nanotechnology Conference and Expo,
NSTI-Nanotech 2009 (2009)
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15411 2553 1509 "Effect of the acidic strength on the vapor phase Beckmann rearrangement of cyclohexanone oxime over the MF| zeolite: an
embedded ONIOM study" 370 i IneaunuasAEnS

- T NTANAMUIFLARNWI AL UG W InendainensAdns 1 2552(5iadssinnuana-Ha s NE55ANaUITaRANA nau 1) d1ainendidns
15411 2553 1384 "Reaction Mechanisms of the Methylation of Ethene with Methanol and Dimethyl Ether over H-ZSM-5: An ONIOM Study" 31n
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