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XXIII. Determination of structural, spectral, electronic and bio logical properties o f tosufloxacin boronDetermination of structural, spectral, electronic and bio logical properties o f tosufloxacin boroncomplexes and investigation of substituent effectcomplexes and investigation of substituent effectSAYIN K., KARAKAŞ D.JOURNAL OF MOLECULAR STRUCTURE, vol.1146, pp.191-197, 2017 (SCI-Expanded)XXIV. Structural, computational and cytotoxic studies o f square planar copper(II)  complexes derived fromStructural, computational and cytotoxic studies o f square planar copper(II)  complexes derived fromdicyandiamidedicyandiamideKÖSE M., HEPOKUR C., KARAKAŞ D., McKee V., KURTOĞLU M.POLYHEDRON, vol.117, pp.652-660, 2016 (SCI-Expanded)XXV. Computational and experimental studies o f 2-[(E)-hydrazinylidenemethyl]-6-methoxy-4-[(E)-Computational and experimental studies o f 2-[(E)-hydrazinylidenemethyl]-6-methoxy-4-[(E)-phenyldiazenyl]phenol and its tautomersphenyldiazenyl]phenol and its tautomersSAYIN K., KURTOĞLU N., KÖSE M., KARAKAŞ D., KURTOĞLU M.JOURNAL OF MOLECULAR STRUCTURE, vol.1119, pp.413-422, 2016 (SCI-Expanded)XXVI. Synthesis, characterization and non-linear optical properties o f two mononuclear Cu(II)  complexesSynthesis, characterization and non-linear optical properties o f two mononuclear Cu(II)  complexesof 2,6-bis(1-butylbenzimidazol-2-yl)pyridineof 2,6-bis(1-butylbenzimidazol-2-yl)pyridineKÖSE M., CEYHAN G., KARAKAŞ D.JOURNAL OF COORDINATION CHEMISTRY, vol.69, no.3, pp.497-507, 2016 (SCI-Expanded)XXVII. Pd(II)  complexes of novel phosphine ligands: Synthesis, characterization, and catalytic activities onPd(II)  complexes of novel phosphine ligands: Synthesis, characterization, and catalytic activities onHeck reactionHeck reactionALTAN O., Serindag O., SAYIN K., KARAKAŞ D.PHOSPHORUS SULFUR AND SILICON AND THE RELATED ELEMENTS, vol.191, no.7, pp.993-999, 2016 (SCI-Expanded)XXVIII. Structural, spectral, NLO and MEP analysis. o f the [MgO2Ti2(OPri)(6)] , [MgO2Ti2(OPri)(2)(acac)Structural, spectral, NLO and MEP analysis. o f the [MgO2Ti2(OPri)(6)] , [MgO2Ti2(OPri)(2)(acac)(4)]  and [MgO2Ti2(OPri)(2)(bzac)(4)]  by DFT method(4)]  and [MgO2Ti2(OPri)(2)(bzac)(4)]  by DFT methodSAYIN K., KARAKAŞ D.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.144, pp.176-182, 2015(SCI-Expanded)XXIX. Spectroscopic investigation, FMOs and NLO analyses o f Zn(II)  and Ni(II)  phenanthroline complexes:Spectroscopic investigation, FMOs and NLO analyses o f Zn(II)  and Ni(II)  phenanthroline complexes:A DFT approachA DFT approachSAYIN K., Karaka D., KARAKUŞ N., Sayin T. A., Zaim Z., ERKAN KARİPER S.POLYHEDRON, vol.90, pp.139-146, 2015 (SCI-Expanded)XXX. Theoretical spectroscopic study of seven zinc(II)  complex with macrocyclic Schiff-base ligandTheoretical spectroscopic study of seven zinc(II)  complex with macrocyclic Schiff-base ligandSAYIN K., ERKAN KARİPER S., Sayin T. A., KARAKAŞ D.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.133, pp.348-356, 2014(SCI-Expanded)XXXI. The investigation of the so lvent effect on coordination of nicotinato  ligand with cobalt(II)  complexThe investigation of the so lvent effect on coordination of nicotinato  ligand with cobalt(II)  complexcontaining tris(2-benzimidazolylmethyl)  amine: A computational studycontaining tris(2-benzimidazolylmethyl)  amine: A computational studySAYIN K., KARAKAŞ D.JOURNAL OF MOLECULAR STRUCTURE, vol.1076, pp.244-250, 2014 (SCI-Expanded)XXXII. Spectral, structural and quantum chemical computational and dissociation constant studies o f aSpectral, structural and quantum chemical computational and dissociation constant studies o f anovel azo-enamine tautomernovel azo-enamine tautomerGozel A., KÖSE M., KARAKAŞ D., Atabey H., McKee V., KURTOĞLU M.JOURNAL OF MOLECULAR STRUCTURE, vol.1074, pp.449-456, 2014 (SCI-Expanded)XXXIII. Theoretical investigation on the vibrational and electronic spectra o f three isomeric forms ofTheoretical investigation on the vibrational and electronic spectra o f three isomeric forms ofdicobalt octacarbonyldicobalt octacarbonylKARAKAŞ D., ERKAN KARİPER S.JOURNAL OF MOLECULAR STRUCTURE, vol.1062, pp.77-81, 2014 (SCI-Expanded)XXXIV. Synthesis, characterization and antimicrobial studies o f 2-{(E)-[(2-hydroxy-5-Synthesis, characterization and antimicrobial studies o f 2-{(E)-[(2-hydroxy-5-methylphenyl)imino]methyl}-4-[(E)-phenyldiazenyl]  phenol as a novel azo-azomethine dyemethylphenyl)imino]methyl}-4-[(E)-phenyldiazenyl]  phenol as a novel azo-azomethine dyeKÖSE M., KURTOĞLU N., Gumussu O., Tutak M., McKee V., KARAKAŞ D., KURTOĞLU M.JOURNAL OF MOLECULAR STRUCTURE, vol.1053, pp.89-99, 2013 (SCI-Expanded)XXXV. Quantum chemical studies on the some inorganic corrosion inhibitorsQuantum chemical studies on the some inorganic corrosion inhibitors



SAYIN K., KARAKAŞ D.CORROSION SCIENCE, vol.77, pp.37-45, 2013 (SCI-Expanded)XXXVI. Determination of structural and electronic properties o f Determination of structural and electronic properties o f Ni(NQSC)2 Ni(NQSC)2 and and Ni(NQTS)2 Ni(NQTS)2 complexes withcomplexes withDFT methodDFT methodSayın K., Karakaş D.Journal of New Results in Science, vol.2, pp.47-53, 2013 (SCI-Expanded)XXXVII. DFT and TD-DFT studies on copper(II)  complexes with tripodal tetramine ligandsDFT and TD-DFT studies on copper(II)  complexes with tripodal tetramine ligandsKARAKAŞ D., SAYIN K.INDIAN JOURNAL OF CHEMISTRY SECTION A-INORGANIC BIO-INORGANIC PHYSICAL THEORETICAL &ANALYTICAL CHEMISTRY, vol.52, no.4, pp.480-485, 2013 (SCI-Expanded)XXXVIII. A new approach to  predicting the carbonyl stretching frequencies o f Co  2(CO)8 with D3d symmetryA new approach to  predicting the carbonyl stretching frequencies o f Co  2(CO)8 with D3d symmetryKAYA C., KARAKAŞ D., Üstün E.Indian Journal of Chemistry - Section A Inorganic, Physical, Theoretical and Analytical Chemistry, vol.46, no.9,pp.1388-1392, 2007 (SCI-Expanded)XXXIX. Force constant calculations for Hg[Co(CO)4]2 from the CO-factored force fieldForce constant calculations for Hg[Co(CO)4]2 from the CO-factored force fieldKAYA C., KARAKAŞ D.Indian Journal of Chemistry - Section A Inorganic, Physical, Theoretical and Analytical Chemistry, vol.46, no.1,pp.33-38, 2007 (SCI-Expanded)XL. A new method for assigning the C-O stretching bands in cis-disubstituted octahedral metal carbonylA new method for assigning the C-O stretching bands in cis-disubstituted octahedral metal carbonylcomplexescomplexesKaya C., Karakas D.JOURNAL OF ORGANOMETALLIC CHEMISTRY, vol.660, no.1, pp.116-120, 2002 (SCI-Expanded)XLI. Force constant calculations for octahedral complexes of the type M(CO)(5)L, based on the CO-Force constant calculations for octahedral complexes of the type M(CO)(5)L, based on the CO-factored force fieldfactored force fieldKarakas D., Kaya C.JOURNAL OF ORGANOMETALLIC CHEMISTRY, vol.640, pp.37-40, 2001 (SCI-Expanded)
Articles Published in Other JournalsArticles Published in Other JournalsI. Investigation of the Effect o f Main Components o f Wild Thyme on Covid-19 by ComputationalInvestigation of the Effect o f Main Components o f Wild Thyme on Covid-19 by ComputationalMethodsMethodsKAYA S., ERKAN S., KARAKAŞ D.CUMHURIYET SCIENCE JOURNAL, vol.44, 2023 (Peer-Reviewed Journal)II. Investigation of Antiviral Activities o f Nickel and Copper Complexes with Macrocyclic LigandsInvestigation of Antiviral Activities o f Nickel and Copper Complexes with Macrocyclic Ligandsagainst Crimean-Congo Hemorrhagic Fever by In Silico  Calculationsagainst Crimean-Congo Hemorrhagic Fever by In Silico  CalculationsERKAN S., BULUT N., KARAKAŞ D.CUMHURIYET SCIENCE JOURNAL, vol.44, 2023 (Peer-Reviewed Journal)III. Computational spectroscopic investigation of the effect o f nitrosyl bonding type on molecularComputational spectroscopic investigation of the effect o f nitrosyl bonding type on molecularproperties in iron tetracarbonyl nitrosyl complexproperties in iron tetracarbonyl nitrosyl complexÖztarakçı Ö., KARAKAŞ D.Indian Journal of Chemistry (IJC), vol.62, no.10, pp.1030-1039, 2023 (Scopus)IV. Investigations of structural, spectral (IR and NMR) and in silico  analyses o f boron compounds asInvestigations of structural, spectral (IR and NMR) and in silico  analyses o f boron compounds asSERM inhibitorSERM inhibitorKAYA S., SAYIN K., ERKAN S., KARAKAŞ D.Chemical Data Collections, vol.37, 2022 (Peer-Reviewed Journal)V. Computational study on the structural, electronic, molecular and thermochemical properties o fComputational study on the structural, electronic, molecular and thermochemical properties o fhypothetical [Tp(CO)2Mo≡C-Ph)]2+ and [L(CO)2Mo≡C-Ph)]+ carbyne complexeshypothetical [Tp(CO)2Mo≡C-Ph)]2+ and [L(CO)2Mo≡C-Ph)]+ carbyne complexesZAİM Z., KARAKAŞ D.Cumhuriyet Science Journal, vol.42, pp.45-59, 2021 (Peer-Reviewed Journal)VI. Computational study on molecular structure, vibrational spectrum analysis and acidity strength ofComputational study on molecular structure, vibrational spectrum analysis and acidity strength of
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