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energetics o f Pd(n) (n <= 40) via a Lennard-Jones type potential BÖYÜKATA M., Belchior J. C.CROATICA CHEMICA ACTA, vol.81, no.2, pp.289-297, 2008 (SCI-Expanded)XVII. Effects o f hydrogen hosting on cage structures o f boron clusters: density functional study of   B(m)H(n) (m=5-10 and n <= m) complexesBÖYÜKATA M., Ozdogan C., Guvenc Z. B.PHYSICA SCRIPTA, vol.77, no.2, 2008 (SCI-Expanded)XVIII. Hydrogen hosting of nanoscale boron clusterBÖYÜKATA M., Ozdogan C., Guvenc Z. B.ROMANIAN JOURNAL OF INFORMATION SCIENCE AND TECHNOLOGY, vol.11, no.1, pp.59-70, 2008 (SCI-Expanded)XIX. Structural and energetic analysis o f copper clusters: MD study of Cu-n (n=2-45) BÖYÜKATA M., Belchior J. C.JOURNAL OF THE BRAZILIAN CHEMICAL SOCIETY, vol.19, no.5, pp.884-893, 2008 (SCI-Expanded)XX. An investigation of hydrogen bonded neutral B4Hn (n=1-11) and anionic B4H11(-1) clusters: Density functional study BÖYÜKATA M., Ozdogan C., Guvenc Z. B.JOURNAL OF MOLECULAR STRUCTURE-THEOCHEM, vol.805, no.1-3, pp.91-100, 2007 (SCI-Expanded)XXI. Molecular dynamics study of Ti-n, V-n and Cr-n clustersBoeyuekata M.JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, vol.6, no.1, pp.81-97, 2007 (SCI-Expanded)XXII. Structures and energetics o f CO2-Ar-n clusters (n=1-21) based on a non-rigid potential model Boeyuekata M., Borges E., Belchior J. C., Braga J. P.CANADIAN JOURNAL OF CHEMISTRY, vol.85, no.1, pp.47-55, 2007 (SCI-Expanded)XXIII. Lyapunov exponent as an indicator o f phase transition in melting Pd-13 clusters   KURT E., BÖYÜKATA M., Guvenc Z. B.PHYSICA SCRIPTA, vol.74, no.3, pp.353-361, 2006 (SCI-Expanded)XXIV. Estimation of cross sections for molecule-cluster interactions by using artificial neural networks  BÖYÜKATA M., Kocyigit Y., Guvenc Z. B.BRAZILIAN JOURNAL OF PHYSICS, vol.36, no.3A, pp.730-735, 2006 (SCI-Expanded)XXV. MD study of energetics, melting and isomerization of aluminum microclusters BÖYÜKATA M., Guvenc Z. B.BRAZILIAN JOURNAL OF PHYSICS, vol.36, no.3A, pp.720-724, 2006 (SCI-Expanded)XXVI. Effects o f molecular rovibrational states and surface topologies for  molecule-surface interaction:    Chemisorption dynamics o f D(2) co llision with rigid Ni surfaces  BÖYÜKATA M., Guvenc Z. B.BRAZILIAN JOURNAL OF PHYSICS, vol.36, no.3A, pp.725-729, 2006 (SCI-Expanded)XXVII. Molecular-dynamics study of possible packing sequence of medium size gold clusters: Au-2-Au-43BÖYÜKATA M.PHYSICA E-LOW-DIMENSIONAL SYSTEMS & NANOSTRUCTURES, vol.33, no.1, pp.182-190, 2006 (SCI-Expanded)XXVIII. Size evolution of structures and energetics o f iron clusters (Fe-n, n <= 36): Molecular dynamics  studies using a Lennard-Jones type potentialBÖYÜKATA M., Borges E., Braga J., Belchior J.JOURNAL OF ALLOYS AND COMPOUNDS, vol.403, no.1-2, pp.349-356, 2005 (SCI-Expanded)XXIX. Dissociative chemisorption of an H-2 (v,j)  molecule on rigid Ni (100) surface: Dependence on surface topologies and initial rovibrational states o f the molecules   Evecen M., BÖYÜKATA M., Civi M., Guvenc Z.CHINESE PHYSICS LETTERS, vol.22, no.2, pp.420-423, 2005 (SCI-Expanded)XXX. Reaction dynamics o f Ni(n) (n=19 and 20) with D(2): Dependence on cluster size, temperature and  initial rovibrational states o f the molecule  BÖYÜKATA M., Guvenc Z., ÖZÇELİK S., Durmus P., Jellinek J.INTERNATIONAL JOURNAL OF MODERN PHYSICS C, vol.16, no.2, pp.295-308, 2005 (SCI-Expanded)



XXXI. Molecule-surface interaction: dissociative chemisorption of a D(2) (v=0, j=0) molecule on rigid low   index Ni surfacesBÖYÜKATA M., Guvenc Z.SURFACE SCIENCE, vol.562, no.1-3, pp.183-194, 2004 (SCI-Expanded)XXXII. Structure and reactivity o f Ni-n (n=7-14, 19) clusters BÖYÜKATA M., Guvenc Z., ÖZÇELİK S., Durmus P., Jellinek J.INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, vol.84, no.2, pp.208-215, 2001 (SCI-Expanded)XXXIII. Dynamics o f the D(2)+Ni(100) collision system: Analysis o f the reactive and inelastic channels     BÖYÜKATA M., Guvenc Z., Jackson B., Jellinek J.INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, vol.84, no.1, pp.48-57, 2001 (SCI-Expanded)XXXIV. Reactions of small Ni clusters with a diatomic molecule: MD simulation of D(2)+Ni(n) (n=7-10)systemsDurmus P., BÖYÜKATA M., ÖZÇELİK S., Guvenc Z., Jellinek J.SURFACE SCIENCE, vol.454, pp.310-315, 2000 (SCI-Expanded)
Articles Published in Other JournalsI. Dezavantajlı Okullarda TÜBİTAK Tarafından düzenlenen Bilim ve Teknolo ji Haftası Etkinliklerine İlişkin Öğretmen GörüşleriGökçe Z., Gökçe H., BÖYÜKATA M., GÜNERİ E.Ordu Üniversitesi Sosyal Bilimler Enstitüsü Sosyal Bilimler Araştırmaları Dergisi, vol.12, no.2, pp.1295-1318, 2022(Peer-Reviewed Journal)II. Spectroscopic and structural study of the newly synthesizedpyrrolo[1,2-a]  perimidin-10-one  derivativesKOCA İ., BÖYÜKATA M., Cinakli S., Oruc Y., ÜNGÖREN Ş. H.ORGANIC COMMUNICATIONS, vol.9, no.4, pp.108-118, 2016 (ESCI)III. Fraktal Salkım Oluşumunun Rasgele Yürüyüş Yöntemi ile Modellenmesi BÖYÜKATA M., PANDIR D.İstanbul Kültür Üniversitesi Güncesi (Journal of İstanbul Kültür University), 4, 27-32 (2006), vol.4, pp.27-32, 2006(Peer-Reviewed Journal)IV. Structure and Dynamics o f Pd_13 Clusters BÖYÜKATA M., KARABACAK M., ÖZÇELİK S., GÜVENÇ Z. B., Jellinek j.Bulgarian Journal of Physics, vol.27, pp.110-114, 2000 (Peer-Reviewed Journal)V. Molecular Dynamics Study on the Structure and Melting of Pd9 ClustersKARABACAK M., BÖYÜKATA M., ÖZÇELİK S., GÜVENÇ Z. B., Jellinek J.Bulgarian Journal of Physics, vol.27, pp.123-126, 2000 (Peer-Reviewed Journal)VI. D2 Nin(T), n=7 and 9, Collision SystemBÖYÜKATA M., DURMUŞ P., ÖZÇELİK S., GÜVENÇ Z. B., Jellinek J.Mathematical and Computational Applications, vol.4, no.1, pp.61-67, 1999 (Scopus)VII. Gamma Işını Buildup Faktörlerinin Su İçerisindeki Değişimlerinin Monte Carlo  Bilgisayar Simülasyon Yöntemiyle İncelenmesiBÖYÜKATA M., kumru m. n., selvi s.Celal Bayar Üniversitesi Fen Edebiyat Fakültesi Dergisi, Fen Bilimleri Serisi (Fizik), vol.2, pp.170-176, 1998 (Peer-Reviewed Journal)
BooksI. Sürdürülebilir  Kalkınma Hedefleri Işığında İlkokulda STEM Eğitimi  BÖYÜKATA M., Kalkan Ç., Özel E.



in: Sürdürülebilir Kalkınma ve STEM Eğitimi, ÇEVİK UĞUR, ŞAHİN ERHAN, Editor, Nobel Akademik Yayıncılık,Ankara, pp.63-78, 2023
Papers Published in Refereed Scientific MeetingsI. HF and DFT STUDIES of DISODYUM OKTABORAT TETRAHIDRATçolak b., BÖYÜKATA M.Seventh Bozok Science Workshop: Boron and Boron Containing Nanomaterials with Applications, Yozgat, Turkey,8 - 10 August 2018, vol.14, pp.64-65II. A DFT Study of Hexagonal Mg2 Doped FluorapatiteMgxCa10-x(PO4)F2 (0≤x≤4)GÜDER V., BÖYÜKATA M., ŞENTÜRK DALGIÇ S.Sixth Bozok Science Workshop: Studies from Nuclei to Nanomaterials with Applications (BSW2017), Yozgat,Turkey, 23 - 25 August 2017, vol.13, pp.52-53III. Synthesis, Characterization and Quantum Chemical Calculations of 4-Tert-Butylphenol-MethylboronicAcid and Antioxidant Applicatıonsözgen z., TEMEL H., ERTAŞ A., CINAKLI S., BÖYÜKATA M.Sixth Bozok Science Workshop: Studies from Nuclei to Nanomaterials with Applications (BSW2017), Yozgat,Turkey, 23 - 25 August 2017, vol.13, pp.47-48IV. Experimental and Quantum Chemical Studies o f 2,2’-Bipyridyl-Linked Diamino Compound BEYNEK N., BEYNEK H., CINAKLI S., BÖYÜKATA M.Sixth Bozok Science Workshop: Studies from Nuclei to Nanomaterials with Applications (BSW2017), Yozgat,Turkey, 23 - 25 August 2017, vol.13, pp.28V. Cınaklı, S., M. Böyükata, Y. Dağdemir, “HF and DFT Study of Prism Structure of Water Clusters”, , 26-  29 August 2017, Bodrum.CINAKLI S., BÖYÜKATA M., DAĞDEMİR Y.III. International Turkish Congress on Molecular Spectroscopy (TURCMOS2017), Bodrum/Muğla, Turkey, 26 - 29August 2017, pp.129VI. Bolelli, K., H. Arı, M. Böyükata, İ. Yalçın, O. Ünsalan, “Molecular Structure and Vibrational Spectroscopic Study of 2-[4-(4-Nitrobenzamido)phenyl]benzothiazole using DFT MethodBOLELLİ K., ARI H., BÖYÜKATA M., YALÇIN İ., ÜNSALAN O.III. International Turkish Congress on Molecular Spectroscopy (TURCMOS2017), Bodrum/Muğla, Turkey, 26 - 29August 2017, pp.157VII. Density Functional Study of Spin Multiplicity and Molecular Interaction Site Effect on Stability o f  COAlBn Clusters for  n 1 7  BÖYÜKATA M., polat i.1st International Underground Resources and Energy Conference, Yozgat, Turkey, 6 - 08 October 2016VIII. Radiation Dose Calculation and Correlation with Clinic Effects for  Radioactive Iodine Treatment  Secondary Salivary Glands and Thyroid Destruction by using MIRD Methodşahutoğlu g., aydoğan f., BÖYÜKATA M.IX. International Workshop on Nuclear Structure Properties, Sivas, Turkey, 1 - 03 September 2016IX. HF and DFT Analysis o f Structure and Energetics o f Zn H2O n n 1 10  CINAKLI S., BÖYÜKATA M., DAĞDEMİR Y.Fifth Bozok Science Workshop: Nano Carbon Materials and their Applications, Yozgat, Turkey, 28 - 29 April 2016X. Investigation of N N  EthyleneBis salisiliden  1 7 diamino heptane Schiff  Base Complexes with Ni II    ZnII  Co  II   Ions by with 1H NMR  Relaxation Time Measurements and Electronic Structure AnalysisEKİNCİ A., KÖYLÜ M. Z., BÖYÜKATA M., TEMEL H.Third Bozok Science Workshop, Turkey, 17 - 19 May 2012XI. Investigation of N,N’xx – Ethylenebis (Salicylideneimine) - 1,7 - Diamino Heptane Schiff  Base Complexes with Ni(II) , Zn(II) , Co(II)  Ions by      1H-NMR Relaxation Time Measurements and ElectronicStructure Analysis
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