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ÇAPAN İ., Shehu A., SERT Y., ÇELİK İ., EROL M., KOCA İ., Servi S.JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.41, no.6, pp.2492-2503, 2023 (SCI-Expanded)XIX. Synthesis, crystal structure, DFT, Hirshfeld surface analysis, energy framework, docking andSynthesis, crystal structure, DFT, Hirshfeld surface analysis, energy framework, docking andmolecular dynamic simulations of (E)-4-(4-methylbenzyl)-6-styrylpyridazin-3(2H)-one as anticancermolecular dynamic simulations of (E)-4-(4-methylbenzyl)-6-styrylpyridazin-3(2H)-one as anticanceragentagentEl Kalai F., Çınar E. B., SERT Y., Alhaji Isa M., Lai C., Buba F., Dege N., Benchat N., Karrouchi K.Journal of Biomolecular Structure and Dynamics, vol.41, no.21, pp.11578-11597, 2023 (SCI-Expanded)XX. Experimental and computational studies o f 1,5-diphenyl-pyrazole-3-carboxamide compounds asExperimental and computational studies o f 1,5-diphenyl-pyrazole-3-carboxamide compounds aspotential Cannabinoid receptor type 1potential Cannabinoid receptor type 1KOCA İ., YAKAN M., ÇAPAN İ., ŞAHİN E., SERT Y.JOURNAL OF MOLECULAR STRUCTURE, vol.1264, 2022 (SCI-Expanded)XXI. Utilization of pyrazole-perimidine hybrids bearing different substituents as corrosion inhibitors forUtilization of pyrazole-perimidine hybrids bearing different substituents as corrosion inhibitors for304 stainless steel in acidic media304 stainless steel in acidic mediaUgus O., GÜMÜŞ M., SERT Y., KOCA İ., KOCA A.JOURNAL OF MOLECULAR STRUCTURE, vol.1262, 2022 (SCI-Expanded)XXII. Tautomeric, spectroscopic, electronic and NLO analyses o f purpald (4-amino-3-hydrazino-5-Tautomeric, spectroscopic, electronic and NLO analyses o f purpald (4-amino-3-hydrazino-5-mercapto-1,2,4-triazole)mercapto-1,2,4-triazole)GÖKCE H., Ceylan S., ÖZTÜRK N., SERT Y.MATERIALS TODAY COMMUNICATIONS, vol.32, 2022 (SCI-Expanded)XXIII. Synthesis, DFT study, molecular docking and drug-likeness analysis o f the heteroaryl substitutedSynthesis, DFT study, molecular docking and drug-likeness analysis o f the heteroaryl substitutednew pregnenolone derivativesnew pregnenolone derivativesÇAPAN İ., SERT Y., Shehu A., KOCA İ., SERVİ S.JOURNAL OF MOLECULAR STRUCTURE, vol.1260, 2022 (SCI-Expanded)XXIV. One-step synthesis o f novel N1-substituted benzimidazole derivatives: Experimental and theoreticalOne-step synthesis o f novel N1-substituted benzimidazole derivatives: Experimental and theoreticalinvestigationsinvestigationsAl Garadi W., SERT Y., El Hafi M., El Ibrahimi B., Ramli Y., Mague J. T., El Ghayati L., Sebbar N. K., Essassi E. M.JOURNAL OF HETEROCYCLIC CHEMISTRY, vol.59, no.7, pp.1213-1229, 2022 (SCI-Expanded)XXV. Pyrazolyl-Benzoxazinone Derivatives as Dual Hsp Inhibitors in Human Breast CancerPyrazolyl-Benzoxazinone Derivatives as Dual Hsp Inhibitors in Human Breast CancerKOCA İ., Kamaci V., ÖZSOY C., SERT Y., Kani I., Tutar L., Tutar Y.CHEMISTRYSELECT, vol.7, no.19, 2022 (SCI-Expanded)XXVI. Acesulfame based Co(II)  complex: Synthesis, structural investigations, so lvatochromism, HirshfeldAcesulfame based Co(II)  complex: Synthesis, structural investigations, so lvatochromism, Hirshfeldsurface analysis and molecular docking studiessurface analysis and molecular docking studiesKansiz S., Tolan A., Azam M., Dege N., Alam M., SERT Y., Al-Resayes S., Icbudak H.POLYHEDRON, vol.218, 2022 (SCI-Expanded)XXVII. Quantum Computational Investigation of (E)-1-(4-methoxyphenyl)-5-methyl-N '-(3-Quantum Computational Investigation of (E)-1-(4-methoxyphenyl)-5-methyl-N '-(3-phenoxybenzylidene)-1H-1,2,3-triazole-4-carbohydrazidephenoxybenzylidene)-1H-1,2,3-triazole-4-carbohydrazideGökce H., Şen F., Sert Y., Abdel-Wahab B. F., Kariuki B. M., El-Hiti G. A.MOLECULES, vol.27, no.7, 2022 (SCI-Expanded)XXVIII. Quantum computational, spectroscopic investigations on N-(2-((2-chloro-4,5-Quantum computational, spectroscopic investigations on N-(2-((2-chloro-4,5-dicyanophenyl)amino)ethyl)-4-methylbenzenesulfonamide by DFT/TD-DFT with different so lvents,dicyanophenyl)amino)ethyl)-4-methylbenzenesulfonamide by DFT/TD-DFT with different so lvents,molecular docking and drug-likeness researchesmolecular docking and drug-likeness researchesDEGE N., GÖKCE H., Dogan O. E., ALPASLAN G., Agar T., Muthu S., SERT Y.COLLOIDS AND SURFACES A-PHYSICOCHEMICAL AND ENGINEERING ASPECTS, vol.638, 2022 (SCI-Expanded)XXIX. Synthesis and inhibition profiles o f N-benzyl- and N-allyl aniline derivatives against carbonicSynthesis and inhibition profiles o f N-benzyl- and N-allyl aniline derivatives against carbonicanhydrase and acetylcholinesterase - A molecular docking studyanhydrase and acetylcholinesterase - A molecular docking studyMahmudov I., Demir Y., SERT Y., Abdullayev Y., Sujayev A., Alwasel S. H., GÜLÇİN İ.ARABIAN JOURNAL OF CHEMISTRY, vol.15, no.3, 2022 (SCI-Expanded)XXX. Synthesis, crystal structure, Hirshfeld surface analysis, spectral characterizations and quantumSynthesis, crystal structure, Hirshfeld surface analysis, spectral characterizations and quantumcomputational assessments o f 1-hydroxy-3-methyl-11H-pyrido[2,1-b] quinazolin-11-onecomputational assessments o f 1-hydroxy-3-methyl-11H-pyrido[2,1-b] quinazolin-11-oneLahmidi S., SERT Y., ŞEN F., El Hafi M., Ettahiri W., Gokce H., Essassi E. M., Mague J. T., UCUN F.JOURNAL OF MOLECULAR STRUCTURE, vol.1249, 2022 (SCI-Expanded)



XXXI. Synthesis, antiproliferative activity, molecular docking studies o f hydrazone functionalisedSynthesis, antiproliferative activity, molecular docking studies o f hydrazone functionalisedthioparabanic acid and rhodanine analoguesthioparabanic acid and rhodanine analoguesKIBRIZ İ. E., AKKOÇ S., SERT Y., Cay U., ÜNGÖREN Ş. H.PHOSPHORUS SULFUR AND SILICON AND THE RELATED ELEMENTS, vol.197, no.9, pp.918-926, 2022 (SCI-Expanded)XXXII. Discovery of sulfadrug-pyrrole conjugates as carbonic anhydrase and acetylcholinesteraseDiscovery of sulfadrug-pyrrole conjugates as carbonic anhydrase and acetylcholinesteraseinhibitorsinhibitorsGümüş M., Babacan S. N., Demir Y., Sert Y., Koca İ., Gülçin İ.ARCHIV DER PHARMAZIE, vol.355, no.1, 2022 (SCI-Expanded)XXXIII. New tetrazoles compounds incorporating galactose moiety: Synthesis, crystal structure,New tetrazoles compounds incorporating galactose moiety: Synthesis, crystal structure,spectroscopic characterization, Hirshfeld surface analysis, molecular docking studies, DFTspectroscopic characterization, Hirshfeld surface analysis, molecular docking studies, DFTcalculations and anti-corrosion property anticipationcalculations and anti-corrosion property anticipationSghyar R., SERT Y., El Ibrahimi B., Moussaoui O., Hadrami E. M. E. L., Ben-Tama A., Mague J. T., Talbaoui A., KheiraSebbar N., Essassi E. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1247, 2022 (SCI-Expanded)XXXIV. Synthesis, spectroscopic characterization, DFT, molecular docking and in vitro  antibacterial potentialSynthesis, spectroscopic characterization, DFT, molecular docking and in vitro  antibacterial potentialof novel quinoline derivativesof novel quinoline derivativesBouzian Y., SERT Y., Khalid K., Van Meervelt L., Chkirate K., Mahi L., Ahabchane N. H., Talbaoui A., Essassi E. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1246, 2021 (SCI-Expanded)XXXV. DFT, Molecular Docking and Drug-likeness Analysis: Acrylate molecule bearing perfluorinatedDFT, Molecular Docking and Drug-likeness Analysis: Acrylate molecule bearing perfluorinatedpendant unitpendant unitSoykan U., Sert Y., Yildirim G.JOURNAL OF MOLECULAR STRUCTURE, vol.1244, 2021 (SCI-Expanded)XXXVI. A research on structural vibrational, surface characterization of 2-methyl-3-{5-methyl-A research on structural vibrational, surface characterization of 2-methyl-3-{5-methyl-[1,2,4]triazolo[1,5-a]pyrimidin-7-yl}-4H-pyrido[1,2-a]pyrimidin-4-one hydrate: SCXRD, FT-IR, MEP,[1,2,4]triazolo[1,5-a]pyrimidin-7-yl}-4H-pyrido[1,2-a]pyrimidin-4-one hydrate: SCXRD, FT-IR, MEP,Hirshfeld and molecular docking studiesHirshfeld and molecular docking studiesLahmidi S., Şen F., Sert Y., Ucun F., Essassi E. M., Magued J. T.JOURNAL OF MOLECULAR STRUCTURE, vol.1235, 2021 (SCI-Expanded)XXXVII. Structural, spectral, electronic, and molecular docking investigations on N,N-dimethyl-2-[(1E)-Structural, spectral, electronic, and molecular docking investigations on N,N-dimethyl-2-[(1E)-({[(methylsulfanyl)methanethioyl]amino}imino)methyl]aniline({[(methylsulfanyl)methanethioyl]amino}imino)methyl]anilineBingol Alpaslan Y., SERT Y., Sohtun W. P., Velusamy M., GÖKCE H.JOURNAL OF THE CHINESE CHEMICAL SOCIETY, vol.68, no.6, pp.971-988, 2021 (SCI-Expanded)XXXVIII. 5-((1H-imidazol-1-yl)methyl)quinolin-8-ol as potential antiviral SARS-CoV-2 candidate: Synthesis,5-((1H-imidazol-1-yl)methyl)quinolin-8-ol as potential antiviral SARS-CoV-2 candidate: Synthesis,crystal structure, Hirshfeld surface analysis, DFT and molecular docking studiescrystal structure, Hirshfeld surface analysis, DFT and molecular docking studiesDouche D., SERT Y., Brandan S. A., Kawther A. A., Bilmez B., DEGE N., Louzi A. E., Bougrin K., Karrouchi K., Himmi B.JOURNAL OF MOLECULAR STRUCTURE, vol.1232, 2021 (SCI-Expanded)XXXIX. New alkyl (cyclohexyl)  2-oxo-1-(prop-2-yn-1-yl)-1, 2-dihydroquinoline-4-carboxylates: Synthesis,New alkyl (cyclohexyl)  2-oxo-1-(prop-2-yn-1-yl)-1, 2-dihydroquinoline-4-carboxylates: Synthesis,crystal structure, spectroscopic characterization, hirshfeld surface analysis, molecular dockingcrystal structure, spectroscopic characterization, hirshfeld surface analysis, molecular dockingstudies and DFT calculationsstudies and DFT calculationsHayani S., SERT Y., Filali Y., Benhiba F., Chahdi F. O., Laraqui F., Mague J. T., El Ibrahimi B., Sebbar N. K., Rodi Y. K., etal.JOURNAL OF MOLECULAR STRUCTURE, vol.1227, 2021 (SCI-Expanded)XL. Synthesis, structural, molecular docking and spectroscopic studies o f (E)-N'-(4-Synthesis, structural, molecular docking and spectroscopic studies o f (E)-N'-(4-methoxybenzylidene)-5-methyl-1H-pyrazole-3-carbohydrazidemethoxybenzylidene)-5-methyl-1H-pyrazole-3-carbohydrazideKarrouchi K., Brandan S. A., SERT Y., El Karbane M., Radi S., Ferbinteanu M., Garcia Y., Ansar M.JOURNAL OF MOLECULAR STRUCTURE, vol.1225, 2021 (SCI-Expanded)XLI. Syntheses of novel 1,5-benzodiazepine derivatives: Crystal structures, spectroscopicSyntheses of novel 1,5-benzodiazepine derivatives: Crystal structures, spectroscopiccharacterizations, Hirshfeld surface analyses, molecular docking studies, DFT calculations, corrosioncharacterizations, Hirshfeld surface analyses, molecular docking studies, DFT calculations, corrosioninhibition anticipation, and antibacterial activitiesinhibition anticipation, and antibacterial activitiesEl Ghayati L., SERT Y., Sebbar N. K., Ramli Y., Ahabchane N. H., Talbaoui A., Mague J. T., El Ibrahimi B., Taha M. L.,Essassi E. M., et al.



JOURNAL OF HETEROCYCLIC CHEMISTRY, vol.58, no.1, pp.270-289, 2021 (SCI-Expanded)XLII. Synthesis, X-ray structure, vibrational spectroscopy, DFT, bio logical evaluation and molecularSynthesis, X-ray structure, vibrational spectroscopy, DFT, bio logical evaluation and moleculardocking studies o f (E)-N'-(4-(dimethylamino)benzylidene)-5-methyl-1H-pyrazole-3-carbohydrazidedocking studies o f (E)-N'-(4-(dimethylamino)benzylidene)-5-methyl-1H-pyrazole-3-carbohydrazideKarrouchi K., Brandan S. A., SERT Y., El-marzouqi H., Radi S., Ferbinteanu M., Faouzi M. E. A., Garcia Y., Ansar M.JOURNAL OF MOLECULAR STRUCTURE, vol.1219, 2020 (SCI-Expanded)XLIII. Corrosion inhibition of carbon steel in 1 M H2SO4 using new Azo  Schiff  compound: Electrochemical,Corrosion inhibition of carbon steel in 1 M H2SO4 using new Azo  Schiff  compound: Electrochemical,gravimetric, adsorption, surface and DFT studiesgravimetric, adsorption, surface and DFT studiesAbdulridha A. A., Allah M. A. A. H., Makki S. Q., SERT Y., Salman H. E., Balakit A. A.JOURNAL OF MOLECULAR LIQUIDS, vol.315, 2020 (SCI-Expanded)XLIV. Synthesis, spectrophotometric and DFT studies o f new Triazole Schiff  bases as selective naked-eyeSynthesis, spectrophotometric and DFT studies o f new Triazole Schiff  bases as selective naked-eyesensors for acetate anionsensors for acetate anionBalakit A. A., Makki S. Q., SERT Y., UCUN F., Alshammari M. B., Thordarson P., El-Hiti G. A.SUPRAMOLECULAR CHEMISTRY, vol.32, no.10, pp.519-526, 2020 (SCI-Expanded)XLV. Synthesis, crystal structure, Hirshfeld surface analysis, spectral characterization, and quantumSynthesis, crystal structure, Hirshfeld surface analysis, spectral characterization, and quantumcomputational evaluation of (E)-2-(((4-bromophenyl)imino)methyl)-6-methylphenolcomputational evaluation of (E)-2-(((4-bromophenyl)imino)methyl)-6-methylphenolSERT Y., Dogan O. E., GÖKCE H., Agar T., UCUN F., DEGE N.JOURNAL OF PHYSICS AND CHEMISTRY OF SOLIDS, vol.144, 2020 (SCI-Expanded)XLVI. DFT, molecular docking and experimental FT-IR, laser-Raman, NMR and UV investigations on aDFT, molecular docking and experimental FT-IR, laser-Raman, NMR and UV investigations on apotential anticancer agent containing triazole ring systempotential anticancer agent containing triazole ring systemSERT Y., El-Hiti G. A., GÖKCE H., UCUN F., Abdel-Wahab B. F., Kariuki B. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1211, 2020 (SCI-Expanded)XLVII. Synthesis, spectroscopic characterization, crystal structure, DFT, molecular docking and in vitroSynthesis, spectroscopic characterization, crystal structure, DFT, molecular docking and in vitroantibacterial potential o f novel quinoline derivativesantibacterial potential o f novel quinoline derivativesBouzian Y., Karrouchi K., SERT Y., Lai C., Mahi L., Hamou Ahabchane N., Talbaoui A., Mague J. T., Essassi E. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1209, 2020 (SCI-Expanded)XLVIII. Spectral, DFT/B3LYP and molecular docking analyses on ethyl 2-(5-methyl-1,2,4-triazolo[1,5-Spectral, DFT/B3LYP and molecular docking analyses on ethyl 2-(5-methyl-1,2,4-triazolo[1,5-a]pyrimidin-7-yl)pent-4-enoatea]pyrimidin-7-yl)pent-4-enoateSERT Y., Lahmidi S., El Hafi M., GÖKCE H., Essassi E. M., Ejjoumamany A., Mague J. T.JOURNAL OF MOLECULAR STRUCTURE, vol.1206, 2020 (SCI-Expanded)XLIX. A new series o f sulfa drugs containing pyrazolyl acylthiourea moiety: Synthesis, experimental andA new series o f sulfa drugs containing pyrazolyl acylthiourea moiety: Synthesis, experimental andtheoretical spectral characterization and molecular docking studiestheoretical spectral characterization and molecular docking studiesKOCA İ., Yigitcan S., GÜMÜŞ M., GÖKCE H., SERT Y.JOURNAL OF MOLECULAR STRUCTURE, vol.1204, 2020 (SCI-Expanded)L. Hirshfeld Surface analysis, spectroscopic, bio logical studies and molecular docking of (4E)-4-Hirshfeld Surface analysis, spectroscopic, bio logical studies and molecular docking of (4E)-4-((naphthalen-2-yl)methyleneamino)-1,2-dihydro-2,3-dimethyl-1-phenylpyrazol-5-one((naphthalen-2-yl)methyleneamino)-1,2-dihydro-2,3-dimethyl-1-phenylpyrazol-5-oneEltayeb N. E., ŞEN F., Lasri J., Hussien M. A., Elsilk S. E., Babgi B. A., GÖKCE H., SERT Y.JOURNAL OF MOLECULAR STRUCTURE, vol.1202, 2020 (SCI-Expanded)LI. Syntheses of N-substituted benzimidazolone derivatives: DFT calculations, Hirshfeld surfaceSyntheses of N-substituted benzimidazolone derivatives: DFT calculations, Hirshfeld surfaceanalysis, molecular docking studies and antibacterial activitiesanalysis, molecular docking studies and antibacterial activitiesSaber A., Sebbar N. K., SERT Y., Alzaqri N., HÖKELEK T., El Ghayati L., Talbaoui A., Mague J. T., Baba Y. F., UrrutigoityM., et al.JOURNAL OF MOLECULAR STRUCTURE, vol.1200, 2020 (SCI-Expanded)LII. Theoretical and experimental spectroscopic studies, XPS analysis, dimer interaction energies andTheoretical and experimental spectroscopic studies, XPS analysis, dimer interaction energies andmolecular docking study of 5-(adamantan-1-yl)-N-methyl-1,3,4-thiadiazol-2-aminemolecular docking study of 5-(adamantan-1-yl)-N-methyl-1,3,4-thiadiazol-2-amineAl-Wahaibi L. H., SERT Y., UCUN F., Al-Shaalan N. H., Alsfouk A., El-Emam A. A., KARAKAYA M.JOURNAL OF PHYSICS AND CHEMISTRY OF SOLIDS, vol.135, 2019 (SCI-Expanded)LIII. Molecular docking, Hirshfeld surface analysis and spectroscopic investigations of 1-(adamantan-1-Molecular docking, Hirshfeld surface analysis and spectroscopic investigations of 1-(adamantan-1-yl)-3-(4-fluorophenyl)thiourea: A potential bioactive agentyl)-3-(4-fluorophenyl)thiourea: A potential bioactive agentSERT Y., Al-Wahaibi L. H., GÖKCE H., Hassan H. M., Alsfouk A., El-Emam A. A.CHEMICAL PHYSICS LETTERS, vol.735, 2019 (SCI-Expanded)LIV. Hirshfeld Surface, Molecular Docking Study, Spectroscopic Characterization and NLO Profile o f 2-Hirshfeld Surface, Molecular Docking Study, Spectroscopic Characterization and NLO Profile o f 2-



Methoxy-4,6-DiphenylnicotinonitrileMethoxy-4,6-DiphenylnicotinonitrileGÖKCE H., SERT Y., ALPASLAN G., El-Azab A. S., Alanazi M. M., Al-Agamy M. H. M., Abdel-Aziz A. A. -.CHEMISTRYSELECT, vol.4, no.33, pp.9857-9870, 2019 (SCI-Expanded)LV. Synthesis, crystal structure, spectroscopic characterization, Hirshfeld surface analysis, molecularSynthesis, crystal structure, spectroscopic characterization, Hirshfeld surface analysis, moleculardocking studies and DFT calculations, and antioxidant activity o f 2-oxo-1,2-dihydroquinoline-4-docking studies and DFT calculations, and antioxidant activity o f 2-oxo-1,2-dihydroquinoline-4-carboxylate derivativescarboxylate derivativesFilali Baba Y., SERT Y., Kandri Rodi Y., Hayani S., Mague J. T., Prim D., Marrot J., Ouazzani Chandi F., Kheira Sebbar N.,Essassi E. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1188, pp.255-268, 2019 (SCI-Expanded)LVI. Combined experimental and theoretical investigations on a half-sandwich organometallic Os(II)Combined experimental and theoretical investigations on a half-sandwich organometallic Os(II)complexcomplexSERT Y., Clayton H. S., GÖKCE H., Tapala K. C.JOURNAL OF MOLECULAR STRUCTURE, vol.1188, pp.86-98, 2019 (SCI-Expanded)LVII. Molecular docking and vibrational spectroscopy studies o f (E)-N '-hydroxy-1,3-diphenyl-4,5-Molecular docking and vibrational spectroscopy studies o f (E)-N '-hydroxy-1,3-diphenyl-4,5-dihydro-1H-pyrazole-5-carboximidamidedihydro-1H-pyrazole-5-carboximidamideSERT Y., GÖKCE H., Chandra C., Mahendra M., Srikantamurthy N., ÇIRAK Ç.JOURNAL OF MOLECULAR STRUCTURE, vol.1184, pp.79-91, 2019 (SCI-Expanded)LVIII. Molecular Structure, DFT, Vibrational Spectra with Fluorescence Effect, Hirshfeld Surface, DockingMolecular Structure, DFT, Vibrational Spectra with Fluorescence Effect, Hirshfeld Surface, DockingSimulation and Antioxidant Activity o f Thiazole DerivativeSimulation and Antioxidant Activity o f Thiazole DerivativeKhamees H. A., Mohammed Y. H. E., Swamynayaka A., Al-Ostoot F. H., SERT Y., Alghamdi S., Khanum S. A.,Madegowda M.CHEMISTRYSELECT, vol.4, no.15, pp.4544-4558, 2019 (SCI-Expanded)LIX. Synthesis, Experimental and Theoretical Characterization of Novel Pyrimidine-5-CarboxamidesSynthesis, Experimental and Theoretical Characterization of Novel Pyrimidine-5-CarboxamidesGÜMÜŞ M., SERT Y., Yalkin A., GÖKCE H., KOCA İ.CHEMISTRYSELECT, vol.4, no.16, pp.4695-4708, 2019 (SCI-Expanded)LX. Structural, Spectroscopic, Electronic and Molecular Docking Studies on (11R,12 S)-16-Structural, Spectroscopic, Electronic and Molecular Docking Studies on (11R,12 S)-16-Aminotetracyclo[6.6.2.0(2,7) .0(9,14)]hexadeca-2(7),3,5,9(14),10,12-hexaen-15-olAminotetracyclo[6.6.2.0(2,7) .0(9,14)]hexadeca-2(7),3,5,9(14),10,12-hexaen-15-olKAYA S., GÖKCE H., El-Azab A. S., SERT Y., Alanazi M. M., ÖZTÜRK N., Al-Agamy M. H. M., Abdel-Aziz A. A.CHEMISTRYSELECT, vol.4, no.3, pp.825-837, 2019 (SCI-Expanded)LXI. Experimental and theoretical investigations on structural, spectroscopic, electronic andExperimental and theoretical investigations on structural, spectroscopic, electronic andthermodynamic properties o f (adamantan-1-yl)(phenylsulfanyl)methanonethermodynamic properties o f (adamantan-1-yl)(phenylsulfanyl)methanoneGÖKCE H., SERT Y., ÖZTÜRK N., Abdel-Aziz A. A., El-Azab A. S., Al-Obaid A. M.JOURNAL OF MOLECULAR STRUCTURE, vol.1173, pp.596-607, 2018 (SCI-Expanded)LXII. Molecular structure, Hirshfeld surface analysis, spectroscopic (FT-IR, Laser-Raman, UV-vis. andMolecular structure, Hirshfeld surface analysis, spectroscopic (FT-IR, Laser-Raman, UV-vis. andNMR), HOMO-LUMO and NBO investigations on N-(12-amino-9,10-dihydro-9,10-ethanoanthracen-11-NMR), HOMO-LUMO and NBO investigations on N-(12-amino-9,10-dihydro-9,10-ethanoanthracen-11-yl)-4-methylbenzenesulfonamideyl)-4-methylbenzenesulfonamideALAŞALVAR C., Orturk N., Abdel-Aziz A. A. -., GÖKCE H., El-Azab A. S., El-Gendy M. A., SERT Y.JOURNAL OF MOLECULAR STRUCTURE, vol.1171, pp.696-705, 2018 (SCI-Expanded)LXIII. Molecular docking, Hirshfeld surface, structural, spectroscopic, electronic, NLO and thermodynamicMolecular docking, Hirshfeld surface, structural, spectroscopic, electronic, NLO and thermodynamicanalyses on novel hybrid compounds containing pyrazole and coumarin coresanalyses on novel hybrid compounds containing pyrazole and coumarin coresSERT Y., GÜMÜŞ M., GÖKCE H., KANİ İ., KOCA İ.JOURNAL OF MOLECULAR STRUCTURE, vol.1171, pp.850-866, 2018 (SCI-Expanded)LXIV. 4-[(1,3-Dioxoisoindolin-2-yl)methyl]benzenesulfonamide: Full Structural and Spectroscopic4-[(1,3-Dioxoisoindolin-2-yl)methyl]benzenesulfonamide: Full Structural and SpectroscopicCharacterization and Molecular Docking with Carbonic Anhydrase IICharacterization and Molecular Docking with Carbonic Anhydrase IIGÖKCE H., ÖZTÜRK N., SERT Y., El-Azab A. S., Alsae N. A., Abdel-Aziz A. A.CHEMISTRYSELECT, vol.3, no.35, 2018 (SCI-Expanded)LXV. Spectroscopic (FT-IR, Laser-Raman and NMR) and conformational analysis on novel pyrazole beta-Spectroscopic (FT-IR, Laser-Raman and NMR) and conformational analysis on novel pyrazole beta-keto  ester compoundketo  ester compoundGÜMÜŞ M., SERT Y., Ozdemir S., GÖKCE H., KANİ İ., KOCA İ.JOURNAL OF MOLECULAR STRUCTURE, vol.1167, pp.280-293, 2018 (SCI-Expanded)LXVI. Experimental (FT-IR, Laser-Raman and NMR) and theoretical comparative study on 2-Experimental (FT-IR, Laser-Raman and NMR) and theoretical comparative study on 2-



benzylsulfanyl-4-pentyl-6-(phenylsulfanyl)pyrimidine-5-carbonitrile, a potential bioactive agentbenzylsulfanyl-4-pentyl-6-(phenylsulfanyl)pyrimidine-5-carbonitrile, a potential bioactive agentAl-Wahaibi L. H., ÖZTÜRK N., Hassan H. M., SERT Y., El-Emam A. A., Al-Tamimi A. S., GÖKCE H.JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, vol.17, no.5, 2018 (SCI-Expanded)LXVII. Computational Studies on the Ground State Tautomer, Hydrogen Conformations and VibrationalComputational Studies on the Ground State Tautomer, Hydrogen Conformations and VibrationalSpectroscopic Analysis o f Antitumor Agents: 3-Deazauracil and 6-AzauracilSpectroscopic Analysis o f Antitumor Agents: 3-Deazauracil and 6-AzauracilÇIRAK Ç., KÖRÖZLÜ N., SERT Y., UCUN F.SPECTROSCOPY AND SPECTRAL ANALYSIS, vol.38, no.4, pp.1276-1282, 2018 (SCI-Expanded)LXVIII. Synthesis, Vibrational Spectra, and DFT Simulations of 3-bromo-2-methyl-5-(4-Synthesis, Vibrational Spectra, and DFT Simulations of 3-bromo-2-methyl-5-(4-nitrophenyl)thiophenenitrophenyl)thiopheneBalakit A. A., Sert Y., ÇIRAK Ç., Smith K., Kariuki B. M., El-Hiti G. A.JOURNAL OF APPLIED SPECTROSCOPY, vol.84, no.5, pp.888-899, 2017 (SCI-Expanded)LXIX. Experimental and Quantum Chemical Calculations of 2-Amino-4,5,6,7-Tetrahydrobenzo[b]Thiophene-Experimental and Quantum Chemical Calculations of 2-Amino-4,5,6,7-Tetrahydrobenzo[b]Thiophene-3-Carbonitrile3-CarbonitrileOturak H., Kinayturk N. K., Topuz M. A., Kutlu N., Kaynaker E., Talip P., Sert Y.ACTA PHYSICA POLONICA A, vol.132, no.3, pp.1192-1199, 2017 (SCI-Expanded)LXX. Spectroscopic investigation of 2-(4-benzoyl-1,5-diphenyl-1H- pyrazol-3-yl)-4H-naphto[2,3-d][1,3]Spectroscopic investigation of 2-(4-benzoyl-1,5-diphenyl-1H- pyrazol-3-yl)-4H-naphto[2,3-d][1,3]oxazin-4-one moleculeoxazin-4-one moleculeSERT Y., GÜMÜŞ M., Kamaci V., GÖKCE H., KANİ İ., KOCA İ.JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, vol.16, no.5, 2017 (SCI-Expanded)LXXI. ; Experimental (FT-IR, Laser-Raman and NMR) and theoretical spectroscopic analysis o f 3-[(N-; Experimental (FT-IR, Laser-Raman and NMR) and theoretical spectroscopic analysis o f 3-[(N-methylanilino) methyl]-5-(thiophen-2-yl)-1,3,4-oxadiazole-2(3H)-thionemethylanilino) methyl]-5-(thiophen-2-yl)-1,3,4-oxadiazole-2(3H)-thioneSERT Y., ÖZTÜRK N., Al-Omary F. A. M., ALAŞALVAR C., Al-Shehri M. M., El-Emam A. A., GÖKCE H.JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, vol.16, no.3, 2017 (SCI-Expanded)LXXII. Radial sensitivity o f the optical model potentials for  He-4+Sn-120 and He-6+Sn-120Radial sensitivity o f the optical model potentials for  He-4+Sn-120 and He-6+Sn-120Sert Y., Boztosun I.INTERNATIONAL JOURNAL OF MODERN PHYSICS E, vol.25, no.9, 2016 (SCI-Expanded)LXXIII. Spectroscopic Investigations and DFT Calculations on 3-(Diacetylamino)-2-ethyl-3H-quinazolin-4-Spectroscopic Investigations and DFT Calculations on 3-(Diacetylamino)-2-ethyl-3H-quinazolin-4-oneoneSERT Y., UCUN F., El-Hiti G. A., Smith K., Hegazy A. S.JOURNAL OF SPECTROSCOPY, vol.2016, 2016 (SCI-Expanded)LXXIV. A theoretical investigation of Be-9+Al-27 reaction: phenomenological and microscopic modelA theoretical investigation of Be-9+Al-27 reaction: phenomenological and microscopic modelapproximationapproximationSert Y., Yegin R., Dogan H.INDIAN JOURNAL OF PHYSICS, vol.89, no.10, pp.1093-1100, 2015 (SCI-Expanded)LXXV. Theoretical and experimental investigations on vibrational and structural properties o f to lazamideTheoretical and experimental investigations on vibrational and structural properties o f to lazamideKARAKAYA M., SERT Y., Kurekci M., Eskiyurt B., ÇIRAK Ç.JOURNAL OF MOLECULAR STRUCTURE, vol.1095, pp.87-95, 2015 (SCI-Expanded)LXXVI. Structural optimization and vibrational analysis o f an antidiabetic drug: to lbutamideStructural optimization and vibrational analysis o f an antidiabetic drug: to lbutamideSERT Y., KARAKAYA M., ÇIRAK Ç., Eskiyurt B., Kurekci M.JOURNAL OF SULFUR CHEMISTRY, vol.36, no.4, pp.450-461, 2015 (SCI-Expanded)LXXVII. Monomer spectroscopic analysis and dimer interaction energies on N-(4-methoxybenzoyl)-2-Monomer spectroscopic analysis and dimer interaction energies on N-(4-methoxybenzoyl)-2-methylbenzenesulfonamide by experimental and theoretical approachesmethylbenzenesulfonamide by experimental and theoretical approachesKARAKAYA M., SERT Y., Sreenivasa S., Suchetan P. A., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.142, pp.169-177, 2015(SCI-Expanded)LXXVIII. Phenomenological and microscopic analysis o f elastic scattering reactions: Be-9+Al-27 new resultsPhenomenological and microscopic analysis o f elastic scattering reactions: Be-9+Al-27 new resultsSERT Y., Yegin R.JOURNAL OF THE KOREAN PHYSICAL SOCIETY, vol.66, no.5, pp.748-753, 2015 (SCI-Expanded)LXXIX. FT-IR, Laser-Raman spectra and computational analysis o f 5-Methyl-3-phenylisoxazole-4-carboxylicFT-IR, Laser-Raman spectra and computational analysis o f 5-Methyl-3-phenylisoxazole-4-carboxylicacidacidSERT Y., Mahendra M., Keskinoglu S., Chandra C., Srikantamurthy N., Umesha K. B., ÇIRAK Ç.



SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.139, pp.145-155, 2015(SCI-Expanded)LXXX. FT-IR and Raman vibrational analysis, B3LYP and M06-2X simulations of 4-bromomethyl-6-tert-FT-IR and Raman vibrational analysis, B3LYP and M06-2X simulations of 4-bromomethyl-6-tert-butyl-2H-chromen-2-onebutyl-2H-chromen-2-oneSERT Y., Puttaraju K. B., Keskinoglu S., Shivashankar K., UCUN F.JOURNAL OF MOLECULAR STRUCTURE, vol.1079, pp.194-202, 2015 (SCI-Expanded)LXXXI. Experimental and computational study on molecular structure and vibrational analysis o f anExperimental and computational study on molecular structure and vibrational analysis o f anantihyperglycemic biomolecule: Gliclazideantihyperglycemic biomolecule: GliclazideKARAKAYA M., Kurekci M., Eskiyurt B., SERT Y., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.135, pp.137-146, 2015(SCI-Expanded)LXXXII. Structural and spectroscopic analysis o f 3-[(4-phenylpiperazin-1-yl)methyl]-5-(thiophen-2-yl)-2,3-Structural and spectroscopic analysis o f 3-[(4-phenylpiperazin-1-yl)methyl]-5-(thiophen-2-yl)-2,3-dihydro-1,3,4-oxadiazole-2-thione with experimental (FT-IR, Laser-Raman) techniques and ab initiodihydro-1,3,4-oxadiazole-2-thione with experimental (FT-IR, Laser-Raman) techniques and ab initiocalculationscalculationsAl-Omary F. A. M., KARAKAYA M., SERT Y., Haress N. G., El-Emam A. A., ÇIRAK Ç.JOURNAL OF MOLECULAR STRUCTURE, vol.1076, pp.664-672, 2014 (SCI-Expanded)LXXXIII. Experimental (FT-IR, NMR and UV) and theoretical (M06-2X and DFT) investigation, and frequencyExperimental (FT-IR, NMR and UV) and theoretical (M06-2X and DFT) investigation, and frequencyestimation analyses on (E)-3-(4-bromo-5-methylthiophen-2-yl)acrylonitrileestimation analyses on (E)-3-(4-bromo-5-methylthiophen-2-yl)acrylonitrileSERT Y., Balakit A. A., Ozturk N., UCUN F., El-Hiti G. A.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.131, pp.502-511, 2014(SCI-Expanded)LXXXIV. Vibrational frequency analysis, FT-IR and Laser-Raman spectra, DFT studies on ethyl (2E)-2-cyano-Vibrational frequency analysis, FT-IR and Laser-Raman spectra, DFT studies on ethyl (2E)-2-cyano-3-(4-methoxyphenyl)-acrylate3-(4-methoxyphenyl)-acrylateSERT Y., Sreenivasa S., Dogan H., Mohan N. R., Suchetan P. A., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.130, pp.96-104, 2014(SCI-Expanded)LXXXV. Vibrational frequency analysis, FT-IR, DFT and M06-2X studies on tert-Butyl N-(thiophen-Vibrational frequency analysis, FT-IR, DFT and M06-2X studies on tert-Butyl N-(thiophen-2yl)carbamate2yl)carbamateSERT Y., Singer L. M., Findlater M., Dogan H., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.128, pp.46-53, 2014 (SCI-Expanded)LXXXVI. Experimental FT-IR, Laser-Raman and DFT spectroscopic analysis o f 2,3,4,5,6-Pentafluoro-trans-Experimental FT-IR, Laser-Raman and DFT spectroscopic analysis o f 2,3,4,5,6-Pentafluoro-trans-cinnamic acidcinnamic acidSERT Y., Dogan H., Navarrete A., Somanathan R., Aguirre G., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.128, pp.119-126, 2014(SCI-Expanded)LXXXVII. Vibrational spectroscopy investigation using M06-2X and B3LYP methods analysis on the structureVibrational spectroscopy investigation using M06-2X and B3LYP methods analysis on the structureof 2-Trifluoromethyl-10H-benzo[4,5]-imidazo[1,2-a]pyrimidin-4-oneof 2-Trifluoromethyl-10H-benzo[4,5]-imidazo[1,2-a]pyrimidin-4-oneSERT Y., Mahendra M., Chandra C., Shivashankar K., Puttaraju K. B., Dogan H., ÇIRAK Ç., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.128, pp.109-118, 2014(SCI-Expanded)LXXXVIII. Vibrational spectroscopy (FT-IR and Laser-Raman) investigation, and computational (M06-2X andVibrational spectroscopy (FT-IR and Laser-Raman) investigation, and computational (M06-2X andB3LYP) analysis on the structure of 4-(3-fluorophenyl)-1-(propan-2-ylidene)-thiosemicarbazoneB3LYP) analysis on the structure of 4-(3-fluorophenyl)-1-(propan-2-ylidene)-thiosemicarbazoneSERT Y., Miroslaw B., ÇIRAK Ç., Dogan H., Szulczyk D., Struga M.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.128, pp.91-99, 2014 (SCI-Expanded)LXXXIX. Effect o f intermolecular hydrogen bonding, vibrational analysis and molecular structure of aEffect o f intermolecular hydrogen bonding, vibrational analysis and molecular structure of abiomolecule: 5-Hydroxymethyluracilbiomolecule: 5-HydroxymethyluracilÇIRAK Ç., SERT Y., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.127, pp.41-46, 2014 (SCI-Expanded)



XC. FT-IR, Laser-Raman spectra and quantum chemical calculations of methyl 4-(trifluoromethyl)-1H-FT-IR, Laser-Raman spectra and quantum chemical calculations of methyl 4-(trifluoromethyl)-1H-pyrrole-3-carboxylate-A DFT approachpyrrole-3-carboxylate-A DFT approachSett Y., Sreenivasa S., Dogan H., Manojkumar K. E., Suchetan P. A., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.127, pp.122-130, 2014(SCI-Expanded)XCI. Use of vibrational spectroscopy to  study 4-benzyl-3-(thiophen-2-yl)-4,5-dihydro-1H-1,2,4-triazole-5-Use of vibrational spectroscopy to  study 4-benzyl-3-(thiophen-2-yl)-4,5-dihydro-1H-1,2,4-triazole-5-thione: A combined theoretical and experimental approachthione: A combined theoretical and experimental approachSERT Y., El-Emam A. A., Al-Abdullah E. S., Al-Tamimi A. S., ÇIRAK Ç., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.126, pp.280-290, 2014(SCI-Expanded)XCII. The biomolecule, 2-[(2-methoxyl)sulfanyl]-4-(2-methylpropyl)-6-oxo-1,6-dihydropyrimidine-5-The biomolecule, 2-[(2-methoxyl)sulfanyl]-4-(2-methylpropyl)-6-oxo-1,6-dihydropyrimidine-5-carbonitrile: FT-IR, Laser-Raman spectra and DFTcarbonitrile: FT-IR, Laser-Raman spectra and DFTSERT Y., El-Emam A. A., Al-Deeb O. A., Al-Turkistani A. A., UCUN F., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.126, pp.86-97, 2014 (SCI-Expanded)XCIII. Micro-Raman, Mid-IR, Far-IR and DFT studies on 2-[4-(4-Fluorobenzamido)phenyl]benzothiazoleMicro-Raman, Mid-IR, Far-IR and DFT studies on 2-[4-(4-Fluorobenzamido)phenyl]benzothiazoleÜNSALAN O., Sert Y., Ari H., Simao A., Yilmaz A., BÖYÜKATA M., Bolukbasi O., Bolelli K., Yalcin I.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.125, pp.414-421, 2014(SCI-Expanded)XCIV. Experimental FT-IR, Laser-Raman and DFT spectroscopic analysis o f a potential chemotherapeuticExperimental FT-IR, Laser-Raman and DFT spectroscopic analysis o f a potential chemotherapeuticagent 6-(2-methylpropyl)-4-oxo-2-sulfanylidene-1,2,3,4-tetrahydropyrimidine-5-carbonitrileagent 6-(2-methylpropyl)-4-oxo-2-sulfanylidene-1,2,3,4-tetrahydropyrimidine-5-carbonitrileSERT Y., Al-Turkistani A. A., Al-Deeb O. A., El-Emam A. A., UCUN F., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.120, pp.97-105, 2014(SCI-Expanded)XCV. Synthesis, spectroscopic and theoretical studies o f ethyl (2E)-3-amino-2-({[(4-benzoyl-1,5-diphenyl-Synthesis, spectroscopic and theoretical studies o f ethyl (2E)-3-amino-2-({[(4-benzoyl-1,5-diphenyl-1H-pyrazol-3-yl)carbonyl]amino}carbonothioyl)but-2-enoate butanol so lvate1H-pyrazol-3-yl)carbonyl]amino}carbonothioyl)but-2-enoate butanol so lvateKOCA İ., SERT Y., GÜMÜŞ M., KANİ İ., ÇIRAK Ç.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.118, pp.816-827, 2014(SCI-Expanded)XCVI. Synthesis, characterization and vibrational spectra analysis o f ethyl (2Z)-2-(2-amino-4-oxo-1,3-Synthesis, characterization and vibrational spectra analysis o f ethyl (2Z)-2-(2-amino-4-oxo-1,3-oxazol-5(4H)-ylidene)-3-oxo-3-phenylpropanoateoxazol-5(4H)-ylidene)-3-oxo-3-phenylpropanoateKIBRIZ İ. E., SERT Y., SAÇMACI M., ŞAHİN E., YILDIRIM İ., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.114, pp.491-501, 2013(SCI-Expanded)XCVII. Effect o f intermolecular hydrogen bonding, vibrational analysis and molecular structure of 4-Effect o f intermolecular hydrogen bonding, vibrational analysis and molecular structure of 4-chlorobenzothioamidechlorobenzothioamideÇIRAK Ç., SERT Y., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.113, pp.130-136, 2013(SCI-Expanded)XCVIII. Vibrational spectroscopic investigation of p-, m- and o-nitrobenzonitrile by using Hartree-Fock andVibrational spectroscopic investigation of p-, m- and o-nitrobenzonitrile by using Hartree-Fock anddensity functional theorydensity functional theorySert Y., Ucun F.INDIAN JOURNAL OF PHYSICS, vol.87, no.8, pp.809-818, 2013 (SCI-Expanded)XCIX. Vibrational analysis o f 4-chloro-3-nitrobenzonitrile by quantum chemical calculationsVibrational analysis o f 4-chloro-3-nitrobenzonitrile by quantum chemical calculationsSERT Y., ÇIRAK Ç., UCUN F.SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.107, pp.248-255, 2013(SCI-Expanded)C. Vibrational spectroscopic studies o f 3-hydroxyphenylboronic acid: molecular structureVibrational spectroscopic studies o f 3-hydroxyphenylboronic acid: molecular structureSert Y., Ucun F., BÖYÜKATA M.INDIAN JOURNAL OF PHYSICS, vol.87, no.2, pp.113-119, 2013 (SCI-Expanded)CI. Molecular structures and vibrational spectra o f 2-, 3-and 4-ethylpyridines and 2-, 3-and 4-Molecular structures and vibrational spectra o f 2-, 3-and 4-ethylpyridines and 2-, 3-and 4-
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