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I. Vibrational spectroscopic characterization, quantum chemical, molecular docking and molecular

dynamics investigations of cyclo(L-phenylalanyl-L-proline), an anticancer agent
Oktemer T. S., Celik S, Ozel A. E,, AKYUZ S., Er A.
SPECTROSCOPY LETTERS, 2024 (SCI-Expanded)

I. Molecular docking and molecular dynamics studies of Glu-Glu-Arg, Glu-Pro-Arg, and Pro-Arg-Pro
tripeptides to reveal their anticancer and antiviral potentials
Yilmaz G., CELIK S., Ozel A. E., AKYUZ S.
JOURNAL OF THE CHINESE CHEMICAL SOCIETY, vol.71, no.9, pp.1021-1035, 2024 (SCI-Expanded)

III. Shedding light into the biological activity of aminopterin, <i>via</i> molecular structural, docking,
and molecular dynamics analyses
CELIK S., YILMAZ G., AKYUZ S., OZEL A.
JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.42, no.15, pp.7773-7794, 2024 (SCI-Expanded)

IV. Conformational analysis of milk derived tripeptides, IPP, VPP and LPP, and investigation of their
anti-COVID-19 potentials by molecular docking and molecular dynamics studies
Celik S., Akytiz S., Agaeva G., E. Ozel A,, Qocayev N. M,, Agaeva U.
MOLECULAR CRYSTALS AND LIQUID CRYSTALS, vol.768, no.5, pp.116-131, 2024 (SCI-Expanded)

V. Investigations of black and red figure pottery shards and local clay, excavated at Ainos (Enez-
Turkey), by multiple analytical techniques
Akyiiz S., Celik S., Kurap G., Ozel A, Basaran S.
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Vibrational Spectroscopy, vol.129, 2023 (SCI-Expanded)

The effects of conformation and intermolecular hydrogen bonding on the structure and IR spectra
of flutamide; a study based on the matrix isolation technique, ab initio and DFT calculations

Arman C, Balci K,, Akkaya Y., Akyuz S., Reaves-Mckee T., Frankamp A. H,, Coates ]. T., Collier W. B,, Ritzhaupt G.,
Klehm C. E, et al.

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.292, 2023 (SCI-
Expanded)

Molecular docking of the pentapeptide derived from rice bran protein as anticancer agent inhibiting
both receptor and non-receptor tyrosine kinases

Gasymov 0. K, KECEL GUNDUZ S., CELIK S., AKYUZ S., OZEL A, Agaeva G., Suleymanova L. M., Agaeva U,
Bakhishova M,, Aliyev ]. A.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.41, no.10, pp.4321-4343, 2023 (SCI-Expanded)
Molecular modeling, DFT quantum chemical analysis, and molecular docking on edotecarin, an
indolocarbazole anticancer agent

CELIK S., AKYUZ S., OZEL A.

MOLECULAR CRYSTALS AND LIQUID CRYSTALS, vol.753, no.1, pp.27-49, 2023 (SCI-Expanded)

Vibrational spectroscopic characterization and structural investigations of Cepharanthine, a natural
alkaloid

CELIK S., AKYUZ S., OZEL A.

JOURNAL OF MOLECULAR STRUCTURE, vol.1258, 2022 (SCI-Expanded)

Raman spectroscopic investigation of the wear effect on the titanium carbonitride/aluminum
oxide/titanium nitride coated cutting tool

CELIK S., BEKOZ ULLEN N., AKYUZ S., OZEL A.

Spectroscopy Letters, vol.55, no.3, pp.172-182, 2022 (SCI-Expanded)

Structural and spectral analysis of anticancer active cyclo(Ala-His) dipeptide

CELIK S, YILMAZ G., OZEL A., AKYUZ S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.40, no.2, pp.660-672, 2022 (SCI-Expanded)
Synthesis, vibrational spectroscopic investigation, molecular docking, antibacterial and antimicrobial
studies of a new anthraquinone derivative compound

CELIK S., Vagifli F,, AKYUZ S., 0ZKOK F., OZEL A, DOSLER S., ONUL N.

Spectroscopy Letters, vol.55, no.4, pp.259-277, 2022 (SCI-Expanded)

Evaluation of anti-cancer and <i>anti</i>-covid-19 properties of cationic pentapeptide Glu-GIn-
Arg-Pro-Arg, from rice bran protein and its D-isomer analogs through molecular docking
simulations

Gasymov 0. K, CELIK S., Agaeva G., AKYUZ S., KECEL GUNDUZ S., Qocayev N. M., OZEL A, Agaeva U., Bakhishova M.,
Aliyev J. A.

JOURNAL OF MOLECULAR GRAPHICS & MODELLING, vol.108, 2021 (SCI-Expanded)

Structural Characterization and Drug Delivery System of Natural Growth-Modulating Peptide Against
Glioblastoma Cancer

KILINC Y., KECEL GUNDUZ S., CAKIR R,, Aslan B., BICAK B., Kokcu Y., OZEL A., AKYUZ S.

INTERNATIONAL JOURNAL OF PEPTIDE RESEARCH AND THERAPEUTICS, vol.27, no.3, pp.2015-2028, 2021 (SCI-
Expanded)

Synthesis, FT-IR and NMR Characterization, Antibacterial and Antioxidant Activities, and DNA
Docking Analysis of a New Vanillin-Derived imine Compound

CELIK S., 0ZKOK F., OZEL A., Cakir E., AKYUZ S.

JOURNAL OF MOLECULAR STRUCTURE, vol.1236, 2021 (SCI-Expanded)

Molecular Structure, Molecular Docking and Absorption, Distribution, Metabolism, Excretion and
Toxicity study of cellulose II

CELIK S., Demirag A. D., OZEL A., AKYUZ S.

Journal of the Chinese Chemical Society, vol.68, no.7, pp.1250-1262, 2021 (SCI-Expanded)

Synthesis, antimicrobial activity, molecular docking and ADMET study of a caprolactam-glycine
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CELIK S., ALBAYRAK A. T., AKYUZ S., OZEL A., DIREN SIGIRCI B.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.39, no.7, pp.2376-2386, 2021 (SCI-Expanded)
Synthesis, molecular modelling, FT-IR, Raman and NMR characterization, molecular docking and
ADMET study of new nickel(II) complex with an N<sub>4</sub>-tetradentate thiosemicarbazone
Eglence-Bakir S., CELIK S., SAHIN M., OZEL A., AKYUZ S., ULKUSEVEN B.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.39, no.12, pp.4212-4224, 2021 (SCI-Expanded)
INTERACTIONS MECHANISM OF COMMONLY USED DRUGS FOR THE TREATMENT OF COVID-19
CELIK S, Demirag A. D., 0ZEL A., AKYUZ S.

BULLETIN OF THE CHEMICAL SOCIETY OF ETHIOPIA, vol.34, no.3, pp.613-623, 2021 (SCI-Expanded)
Vibrational spectroscopic characterization, quantum chemical and molecular docking studies of
Valyl-Methionine dipeptide

CELIK S., OZEL A, Durak V., AKYUZ S.

SPECTROSCOPY LETTERS, vol.53, no.9, pp.648-663, 2020 (SCI-Expanded)

Using Raman Spectroscopy to Investigate the Molecular Level Characteristics of Endometriosis
AKYUZ S, GELIK S, USTA A. T., OZEL A, YILMAZ G., Yilmaz S.

OPTICS AND SPECTROSCOPY, vol.128, no.8, pp.1318-1327, 2020 (SCI-Expanded)

Molecular Structure, Vibrational Spectra, Molecular Docking, and ADMET Study of Cellulose
Triacetate II

CELIK S, Demirag A. D., 0ZEL A., AKYUZ S.

OPTICS AND SPECTROSCOPY, vol.128, no.8, pp.1138-1150, 2020 (SCI-Expanded)

In Silico design of AVP (4-5) peptide and synthesis, characterization and in vitro activity of chitosan
nanoparticles

KECEL GUNDUZ S., KILING Y., CAKIR R, Zorlu T., BICAK B., Kokcu Y., OZEL A., AKYUZ S.

DARU-JOURNAL OF PHARMACEUTICAL SCIENCES, vol.28, no.1, pp.139-157, 2020 (SCI-Expanded)

Synthesis, molecular docking and ADMET study of ionic liquid as anticancer inhibitors of DNA and
COX-2, TOPII enzymes

CELIK S, ALBAYRAK A. T, AKYUZ S., OZEL A.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.38, no.5, pp.1354-1364, 2020 (SCI-Expanded)
Synthesis, FT-IR and NMR characterization, antimicrobial activity, cytotoxicity and DNA docking
analysis of a new anthraquinone derivate compound

CELIK S., 0ZKOK F., OZEL A, SAHIN Y. M., AKYUZ S., DIREN SIGIRCI B, BASARAN KAHRAMAN B,, Darici H., Karaoz E.
JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.38, no.3, pp.756-770, 2020 (SCI-Expanded)
Structural analysis, molecular dynamics and docking calculations of skin protective tripeptide and
design, characterization, cytotoxicity studies of its PLGA nanoparticles

Kokcu Y., KECEL GUNDUZ S., KILINC Y., CAKIR R., BICAK B, Zorlu T., OZEL A., AKYUZ S.

JOURNAL OF MOLECULAR STRUCTURE, vol.1200, 2020 (SCI-Expanded)

Molecular Modeling, Dimer Calculations, Vibrational Spectra, and Molecular Docking Studies of 5-
Chlorouracil

AKALIN E, CELIK S., AKYUZ S.

JOURNAL OF APPLIED SPECTROSCOPY, vol.86, no.6, pp.975-985, 2020 (SCI-Expanded)

<i>In silico</i> Analysis of Sulpiride, Synthesis, Characterization and <i>In vitro</i> Studies of
its Nanoparticle for the Treatment of Schizophrenia

KECEL GUNDUZ S., KILINC Y., CAKIR R, Zorlu T., BICAK B., Kokcu Y., Kaya Z., 0ZEL A., AKYUZ S.

CURRENT COMPUTER-AIDED DRUG DESIGN, vol.16, no.2, pp.104-121, 2020 (SCI-Expanded)

Investigations of the Neolithic potteries of 6th millennium BC from Goytepe-Azerbaijan by
vibrational spectroscopy and chemometric techniques

AKYUZ S., Guliyev F., CELIK S., OZEL A., Alakbarov V.

VIBRATIONAL SPECTROSCOPY, vol.105, 2019 (SCI-Expanded)

Molecular modelling and vibrational investigations of ammonium-based ionic liquid (CLTOAB)
CELIK S, ALBAYRAK A. T, AKYUZ S., OZEL A.
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JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.37, no.10, pp.2515-2526, 2019 (SCI-Expanded)
Investigation of adsorption of 5-Chlorouracil onto montmorillonite: An IR and Raman spectroscopic
study

AKYUZ S., Akyuz T.

APPLIED CLAY SCIENCE, vol.164, pp.54-57, 2018 (SCI-Expanded)

Structural analysis, spectroscopic characterization and molecular docking studies of the cyclic
heptapeptide

CELIK S., KECEL GUNDUZ S., AKYUZ S., OZEL A.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.36, no.9, pp.2407-2423, 2018 (SCI-Expanded)
Investigations of Archaeological Glass Bracelets and Perfume Bottles Excavated in Ancient Ainos
(Enez) by Multiple Analytical Techniques

CELIK S, Akyuz T., AKYUZ S., OZEL A, KECEL GUNDUZ S., Basaran S.

JOURNAL OF APPLIED SPECTROSCOPY, vol.85, no.1, pp.178-183, 2018 (SCI-Expanded)

FTIR Spectroscopy of Protein Isolates of Salt-Tolerant Soybean Mutants

AKYUZ S., Akyuz T., Celik O., Atak C.

JOURNAL OF APPLIED SPECTROSCOPY, vol.84, no.6, pp.1019-1023, 2018 (SCI-Expanded)

Dielectric and Raman spectroscopy of TlSe thin films

OZEL A, Deger D., CELIK S., YAKUT §., Karabak B., AKYUZ S., Ulutas K.

PHYSICA B-CONDENSED MATTER, vol.527, pp.72-77, 2017 (SCI-Expanded)

Vibrational spectroscopic and structural investigations of bioactive molecule Glycyl-Tyrosine (Gly-
Tyr)

CELIK S, AKYUZ S., OZEL A.

VIBRATIONAL SPECTROSCOPY, vol92, pp.287-297, 2017 (SCI-Expanded)

Structural and spectroscopic investigation on antioxidant dipeptide, L-Methionyl-L-Serine: A
combined experimental and DFT study

KECEL GUNDUZ S., BICAK B., CELIK S, AKYUZ S., OZEL A.

JOURNAL OF MOLECULAR STRUCTURE, vol.1137, pp.756-770, 2017 (SCI-Expanded)

Investigations of historical textiles from the Imperial Pavilion (Hunkar Kasri) of the new mosque
Eminonu-Istanbul (Turkey) by multiple analytical techniques

Akyuz T., AKYUZ S., BALCI K., Gulec A.

JOURNAL OF CULTURAL HERITAGE, vol.25, pp.180-184, 2017 (SCI-Expanded)

Investigations on Empire series postage stamps of Ottomans (printed 1880-1890) by vibrational
spectroscopic and energy dispersive X-ray fluorescence techniques

Akyuz T, AKYUZ S.

VIBRATIONAL SPECTROSCOPY, vol.89, pp.37-43, 2017 (SCI-Expanded)

The conformational and vibrational behavior of the inhibitory neuropeptide derived from beta-
endorphin

KECEL GUNDUZ S., CELIK S., OZEL A, AKYUZ S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.35, no.3, pp.585-602, 2017 (SCI-Expanded)

The effects of conformation and zwitterionic tautomerism on the structural and vibrational spectral
data of anserine

BALCI K., AKKAYA Y., AKYUZ S., Collier W. B,, Stricker M. C,, Stover D. D., Ritzhaupt G., Koch A., Kleinpeter E.
VIBRATIONAL SPECTROSCOPY, vol.86, pp.277-289, 2016 (SCI-Expanded)

Comparative study of antitumor active cyclo(Gly-Leu) dipeptide: A computational and molecular
modeling study

CELIK S., OZEL A., AKYUZ S.

VIBRATIONAL SPECTROSCOPY, vol.83, pp.57-69, 2016 (SCI-Expanded)

Investigations of Ancient Terra-cotta Sarcophagi, Excavated in Enez (Ainos) Turkey, by Instrumental
Neutron Activation Analysis

AKYUZ S., Akyuz T., Mukhamedshina N. M., BALCI K., Mirsagatova A. A., Kurap G., Basarans S.

CROATICA CHEMICA ACTA, vol.88, no.4, pp.421-425, 2015 (SCI-Expanded)



XLIV.

XLV.

XLVL

XLVIL

XLVIIL

XLIX.

LL

LIL

LIIL

LIV.

LV.

LVL

LVIL

A vibrational spectroscopy study on anserine and its aqueous solutions

AKKAYA Y., BALCI K, Goren Y., AKYUZ S,, Stricker M. C., Stover D. D., Ritzhaupt G., Collier W. B.
SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.149, pp.812-821, 2015
(SCI-Expanded)

A vibrational spectroscopy study on 3-aminophenylacetic acid by DFT calculations

AKKAYA Y., BALCI K, Goren Y., AKYUZ S.

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.147, pp.303-315, 2015
(SCI-Expanded)

Elemental and spectroscopic characterization of plasters from Fatih Mosque-Istanbul (Turkey) by
combined micro-Raman, FTIR and EDXRF techniques

Akyuz T., AKYUZ S., Gulec A.

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, vol.149, pp.744-750, 2015
(SCI-Expanded)

Structural and vibrational study of primidone based on monomer and dimer calculations

CELIK S., KECEL GUNDUZ S, OZEL A, AKYUZ S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.33, no.4, pp.911-923, 2015 (SCI-Expanded)
Structural and vibrational spectroscopic elucidation of sulpiride in solid state

KECEL GUNDUZ S., GELIK S., OZEL A, AKYUZ S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.33, no.2, pp.322-343, 2015 (SCI-Expanded)
Investigations of the historic textiles excavated from Ancient Ainos (Enez - Turkey) by multiple
analytical techniques

AKYUZ S., Akyuz T., UCAR F. B., Basaran S.

JOURNAL OF MOLECULAR STRUCTURE, vol.1073, pp.37-43, 2014 (SCI-Expanded)

Investigation of Adsorption of 5-Fluorouracil and 5-Bromouracil onto Sepiolite and Loughlinite: An
IR Spectroscopic Study

AKYUZ S., Akyuz T., AKALIN E.

ASIAN JOURNAL OF CHEMISTRY, vol.26, no.15, pp.4875-4878, 2014 (SCI-Expanded)

Adsorption of Isonicotinamide on Loughlinite (Natural Na-Sepiolite): An FT-IR Spectroscopic Study
AKYUZ S., Akyuz T.

ASIAN JOURNAL OF CHEMISTRY, vol.26, no.14, pp.4197-4200, 2014 (SCI-Expanded)

Structural and Vibrational Study on Monomer and Dimer Forms and Water Clusters of
Acetazolamide

OZEL A., KECEL GUNDUZ S., CELIK S, AKYUZ S.

JOURNAL OF SPECTROSCOPY, vol.1, 2013 (SCI-Expanded)

FTIR and EDXRF investigations of salt tolerant soybean mutants

AKYUZ S, Akyuz T., GELIK 0., ATAK C.

JOURNAL OF MOLECULAR STRUCTURE, vol.1044, pp.67-71, 2013 (SCI-Expanded)

New ring-like models and <i>ab initio</i> DFT study of the medium-range structures, energy and
electronic properties of GeSe<sub>2</sub> glass

Holomb R, Mitsa V., AKYUZ S., AKALIN E.

PHILOSOPHICAL MAGAZINE, vol.93, no.19, pp.2549-2562, 2013 (SCI-Expanded)

<i>Ab initio</i> and Raman study of medium range ordering in GeSe<sub>2</sub> glass
Holomb R, Mitsa V., AKALIN E.,, AKYUZ S., Sichka M.

JOURNAL OF NON-CRYSTALLINE SOLIDS, vol.373-374, pp.51-56, 2013 (SCI-Expanded)
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R,Tambrallimath Vijay,Davim Paulo., Editor, IGI Global, New York, pp.170-187, 2023

Flavonoids: Their Anticarcinogenic Effects and Molecular Modelling Studies

Celik S., Cakir E., Akyiiz S., Ozel A.

in: Handbook of Research on Natural Products and Their Bioactive Compounds as Cancer Therapeutics,
Pandurangan,Ashok Kumar; Anandasadagopan,Suresh Kumar; AlhumaydhiFahad A,, Editor, IGI-GLOBAL, New
York, pp.297-318, 2022

Shedding Light on New Drug Designs by Modeling Peptide Structures via Quantum Chemical Methods
in the Health Field

CELIK S, KECEL GUNDUZ S., AKYUZ S., OZEL A.

in: EMERGING TRENDS OF RESEARCH IN CHEMICAL SCIENCES, Chakraborty,Tanmoy and Chaudhary, Shalini,
Editor, Apple Academic Press, Florida, pp.123-146, 2021

The role of multivariant analysis on interpretation of FTIR and Raman spectra

CELIK S, ALBAYRAK A. T, AKYUZ S., OZEL A.

in: Design of experiments for chemical, Pharmaceutical, food and Industrial applications, G. Cerrillo-Cedillo, J.A.
Rodriguez-Avila, K.C. Arredondo-Soto, ].M. Cornejo-Bravo, Editor, IGI Global, USA, Hershey PA, USA 17033, pp.104-
129, 2020

Role of Alloying Elements on Powder Metallurgy Steels and Spectroscopic Applications on Them
CELIK S., BEKOZ ULLEN N., AKYUZ S., OZEL A.

in: Advanced Surface Coating Techniques for Modern Industrial Applications, S. Roy, G. K. Bose, Editor, IGI Global,
pp.1-13, 2020

Refereed Congress / Symposium Publications in Proceedings

L

IL

IIL

V.

CONFORMATIONAL AND MOLECULAR DOCKING ANALYSIS OF PERTUZUMAB MOLECULE, HAVING
ANTITUMOR EFFECT

YILMAZ G., CELIK S,, AKYUZ S., OZEL A.

V. INTERNATIONAL CAPPADOCIA SCIENTIFIC RESEARCH CONGRESS, Nevsehir, Turkey, 5 - 07 November 2023,
pp.1400-1405

MOLECULAR DOCKING ANALYSIS OF OXYTETRACYCLINE WITH CYTOCHROME C OXIDASE

YILMAZ G., CELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, Mugla, Turkey, 31 August - 04 September 2023,
pp-83

MOLECULAR DOCKING ANALYSIS OF FARNESOL WITH CYTOCHROME P450

YILMAZ G., CELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, Mugla, Turkey, 31 August - 04 September 2023,

pp-84
MOLECULAR DOCKING STUDIES ON LIGAND D4476: A POTENT INHIBITOR OF CASEIN KINASE-sozlii
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ER A, Basakil Z,, GELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, 31 - 04 August 2023, pp.300

MOLECULAR DOCKING ANALYSIS OF PROLINE-CONTAINING DIPEPTIDE

Oktemer T. S, CELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, Mugla, Turkey, 31 August - 04 December 2023,
pp-96

MOLECULAR DOCKING ANALYSIS OF ANILINOMONOINDOLYLMALEIMIDE WITH PKCB2 RECEPTOR
Oktemer T. S, GELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, 31 August - 04 September 2023, pp.97
CONFORMATIONAL ANALYSIS OF THE BLEOMYCIN

ER A, Basakil Z,, GELIK S., OZEL A, AKYUZ S.

Turkish Physical Society 39 th International Physics Congress, 31 August - 04 September 2023, pp.299
MOLECULAR DOCKING STUDY OF MIDOSTAURIN, AN EFFECTIVE DRUG IN THE TREATMENT OF
MYELOID LEUKEMIA

YILMAZ G., CELIK S., OZEL A., AKYUZ S.

Turkish Physical Society 37 th International Physics Congress, Mugla, Turkey, 01 September 2021
MOLECULAR DOCKING ANALYSIS OF APIXABAN, EFFECTIVE IN THE TREATMENT OF BLOOD CLOTS,
WITH THE MAPK P38 TARGET PROTEIN

YILMAZ G., CELIK S., OZEL A., AKYUZ S.

Turkish Physical Society 37 th International Physics Congress, Mugla, Turkey, 01 September 2021

Analyses of Some Archaeological Potteries and Clays unearthed from Enez Excavation by Variable
Analytical and Chemometric Methods

AKYUZ S, CELIK S., OZEL A., Bagaran S.

7th Balkan Symposium on Archaeometry, Athens, Greece, 22 September 2020, pp.17

Investigations of Duloz and Empire Issues of Ottoman Empire Postage Stamps by Vibrational
Spectroscopic and Energy Dispersive X-Ray Fluorescence (EDXRF)

AKYUZ S.

7th Balkan Symposium on Archaeometry, Athens, Greece, 22 September 2020, pp.23

IN SILICO ANALYSIS OF HAIR GROWTH PEPTIDE

KECEL GUNDUZ S., kog e., BICAK B., OZEL A,, AKYUZ S.

Tiirk Fizik Dernegi 35. Uluslararasi Fizik Kongresi, 4 - 08 September 2019

Enez Kazisindan Cikartilan Bazi Arkeolojik Seramik ve Killerin FTIR, Mikro-Raman, EDXRF, XRD ve
Kemometrik Yontemler ile Analizi

AKYUZ S, GELIK S., OZEL A., Bagaran S.

18 inci Ulusal kil sempozyumu, Kocaeli, Turkey, 25 - 28 September 2019, pp.83

Fourier transform infrared (FTIR) and Energy Dispersive X-Ray Fluorescence (EDXRF)
investigations of Ottoman Empire postage stamps printed in 1865-1913

AKYUZ S.

International Conference on Natural Sciences and Technology ICONST- NST, Prizren, Serbia, 26 - 30 August 2019,
pp-2

IN SILICO ANALYSIS FOR CHARACTERIZING THE STRUCTURE,VIBRATIONASSIGNMENT, AND 86
BINDING PROPERTIES OF ALA-HIS-LYS (AHK) TRIPEPTIDE

KECEL GUNDUZ S., koc e., BICAK B., OZEL A., AKYUZ S.

ISTEC, 3 - 05 July 2019

FTIR Spectroscopic and Chemometric Investigations of Ancient Potteries, belonging to 4th-6th
Century BC, excavated in Ancient Ainos (Enez)-Turkey

AKYUZ S., Basaran S.

2nd International Conference on Innovations in Natural Science and Engineering ICINSE2018, Kiev, Ukraine, 7 - 10
September 2018, pp.35

Molecular Structural Analysis of Cellulose Triacetate II And Influence With Aspergillus Niger
Cellulase Enzyme
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Demirag D., GELIK S., OZEL A., AKYUZ S.

SANKO University Innovation in Medicine Summit---4, Gaziantep, Turkey, 11 - 13 October 2018, pp.104

Structure and Vibrational Analysis of 5-Chlorouracil and its Dimers

AKALIN E,, CELIK S., AKYUZ S.

2nd International Conference on Innovations in Natural Science and Engineering ICINSE2018, Kyev, Ukraine, 7 - 10
September 2018, pp.176

Structural analysis of Interaction between the N-methyl-2-pyrrolidone and Human Protein Kinase
CK2 Holoenzymia

CELIK S., ALBAYRAK A. T., AKYUZ S., OZEL A.

2nd International Conference on Innovations in Natural Science and Engineering ICINSE2018, Kyev, Ukraine, 7 - 10
September 2018, pp.165

Molecular Dynamic, Molecular Docking,Characterization And In-Vitro Studies of Sulpiride Loaded
Chitosan Nanoparticles

KECEL GUNDUZ S., BICAK B., Kokcu Y., KILING Y., CAKIR KOG R., ZORLU T., AKYUZ S., OZEL A.

ICINSE 2018, Ukraine, 7 - 10 September 2018

Neuroprotective dipeptide AVP(4-5)-NH2 loaded Chitosan Nanoparticle In-silico and In-vitro Studies
KECEL GUNDUZ S., OZEL A, BICAK B., Kokcu Y., KILINC Y., CAKIR KOC R., ZORLU T., AKYUZ S.

ICINSE 2018, Ukraine, 7 - 10 September 2018

Conformational analysis of clofarabine molecule and its interaction with DNA

CELIK S., AKYUZ S., OZEL A.

2nd International Conference on Innovations in Natural Science and Engineering ICINSE2018, Kyev, Ukraine, 7 - 10
September 2018, pp.166

Analysis of Gemcitabine Molecule by Molecular Dynamic Simulation, and Docking Study

CELIK S, AKYUZ S., OZEL A.

2nd International Conference on Innovations in Natural Science and Engineering ICINSE2018, Kyev, Ukraine, 7 - 10
September 2018, pp.164

Molecular Structural Analysis of Cellulose Triasetat II and Interaction with Aspergllus Niger
Cellulase Enzyme

Demirag D., GELIK S., OZEL A., AKYUZ S.

International Conference on Science and Technology, ICONST 2018, Prizren, Serbia, 5 - 09 September 2018, pp.944
The effects of intermolecular interactions on the vibrational spectra of flutamide molecule: a study
based on the experimental matrix FT-IR, FT-Raman, Dispersive Micro-Raman measurements and DFT
calculations”

BALCI K., ARMAN C., AKKAYA Y., AKYUZ S., COLLIER W. B, REAVESMCKEE T. R, FRANKAMP A. H., COATES J. T,
RITZHAUPT G.

Turkish Physical Society 34th International Physics Congress, Mugla, Turkey, 5 - 09 September 2018

A theoretical and experimental investigation on the effects of metal-ligand coordination on the
structure and vibrational spectra of 4-aminopyrimidine molecule

AKKAYA'Y., BALCI K, AKYUZ S.

Turkish Physical Society 34th InternationalPhysics Congress, Mugla, Turkey, 5 - 09 September 2018, pp.448

THE EFFECTS OF POLYMERIZATION ON THE STRUCTURE AND MOLECULAR VIBRATIONS OF
PHENAZOPYRIDINE

GOREN Y., BALCI K, AKYUZ S., AKKAYA Y.

Turkish Physical Society 34th International Physics Congress, Mugla, Turkey, 5 - 09 September 2018, pp.460
STRUCTURAL AND CONFORMATIONAL STUDY OF AMINOPTERIN

YILMAZ G., OZEL A, AKYUZ S., CELIK S.

Turkish Physical Society 34th International Physics Congress, 5 - 09 September 2018

STRUCTURAL AND IR AND RAMAN SPECTRAL ANALYSIS OF CYCLO(ALA-HIS) DIPEPTIDE

YILMAZ G., OZEL A, AKYUZ S., CELIK S.

1st International Symposium on Graduate Research in Science (ISGRS 2018), 4 - 06 September 2018, pp.1
Theoretical Structure Analysis and DNA Interaction of an Anticancer Molecule
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CELIK S., 0ZKOK F., AKYUZ S., OZEL A.

2nd International Congress on Advances in Bioscience and Biotechnology (ICABB), Podgorica, Montenegro, 26 -
30 June 2018, pp.9

Structural and Docking Analysis with Nicotinic Acetylcholine Receptor of Thymopentin (Arg-Lys-Asp-
Val-Tyr)

CELIK S., AKYUZ S., OZEL A.

2nd International Congress on Advances in Bioscience and Biotechnology (ICABB), Podgorica, Montenegro, 26 -
30 June 2018, pp.10

MOLEKULER DINAMIiK SIMULASYONLA ANTIKANSER AKTIVITEYE SAHIP ADRIAMISIN
MOLEKULUNUN YAPI ANALiZi VE DOCKING HESABI

CELIK S., AKYUZ S., OZEL A.

ADIM Fizik Giinleri VII, Turkey, 23 - 25 May 2018

ANTITUOMOR AKTIVITEYE SAHIP NETROPSIN MOLEKULUNUN KUANTUM MEKANIK VE MOLEKULER
DINAMIK MODELLEMESI ILE DNA ETKILESIiMi

CELIK S., AKYUZ S., OZEL A.

ADIM Fizik Giinleri VII, Turkey, 23 May - 25 August 2018

Investigation of Cellulose Molecular Structure and Docking Study With Bgl Enzyme

Demirag D., CELIK S., OZEL A., AKYUZ S.

1st Light and Light-Based Technologies Workshop, 15 May 2018

Structural and spectroscopic analysis of e-caprolactam molecule and docking studies on NDM-1
ALBAYRAK A. T, CELIK S.,, AKYUZ S., OZEL A.

7th International Molecular Biology and Biotechnology Congress, Konya, Turkey, 25 - 27 April 2018, pp.42
Structural and Spectroscopic Analysis of E-Caprolactam Molecule and Docking Studies on Ndm-1
ALBAYRAK A. T, CELIK S, AKYUZ S, OZEL A.

7th INTERNATIONAL MOLECULAR BIOLOGY and BIOTECHNOLOGY CONGRESS, 25 - 27 April 2018

Molecular modelling of biologically active TOAB compound and docking calculation on DNA-TOAB
interactions

ALBAYRAK A. T, GELIK 0., AKYUZ S, OZEL A.

7th International Molecular Biology and Congress, Konya, Turkey, 25 - 27 April 2018, pp.21

BINDING INTERACTIONS OF TYR-ILE-GLY-SER-ARG LIGAND WITH LAMININ RECEPTOR MODELS
CELIK S, AKYUZ S., OZEL A.

Turkish Physical Society 33 th International Physics Congress, 6 - 10 September 2017

DOCKING STUDIES OF CYCLOHEPTAPEPTIDE WITH ANTICANCER ACTIVITY

CELIK S, AKYUZ S., OZEL A.

Turkish Physical Society 33 th International Physics Congress, 6 - 10 September 2017

A molecular modeling study on the structure and vibrational properties of the chemotherapy drug
letrozole

BALCI K., AKKAYA Y., AKYUZ S., COLLIER W. B,, KING H. M., KNIGHT E. A., COATES J. T., RITZHAUPT G.

Turkish Physical Society 33rd International Physics Congress, BODRUM, Turkey, 6 - 10 September 2017, pp.535
A vibrational spectroscopy study on the chemotheraphy drug flutamide by DFT calculations
ARMAN C., BALCI K,, AKKAYA Y., AKYUZ S., COLLIER W. B.

Turkish Physical Society 33rd International Physics Congress, BODRUM, Turkey, 6 - 10 September 2017, pp.536
INTERACTION OF ANTICANCER ARG-LYS-ASP-VAL WITH NICOTINIC ACETYLCHOLINE

CELIK S., AKYUZ S, OZEL A.

Turkish Physical Society 33 th International Physics Congress, 6 - 10 September 2017

A Density Functional Theory based study of the solvent effects on the experimental vibrational
spectra of 4-aminopyrimidine

AKKAYA Y., BALCI K, AKYUZ S.

Tiirk Fizik Dernegi, 33. Uluslararasi Fizik Kongresi, 6 - 10 September 2017

An Experimental and Theoretical Vibrational Spectroscopic Study on Zn(II) Halide Complexes of 4-

Aminopyrimidine
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AKKAYA Y., BALCI K., AKYUZ S.

7th Cambridge Symposium on Nucleic Acids Chemistry and Biology, 3 - 06 September 2017, pp.70
Investigation of adsorption of 5-chlorouracil from aqueous solutions to smectite group of clays and
its interaction with clay framework: a FT-IR and Raman spectroscopic study

AKYUZ S., Akyiiz T.

7th Cambridge Symposium on Nucleic Acids Chemistry and Biology, Cambridge, Canada, 3 - 06 September 2017
Molecular Modelling and vibrational Investigations of ammonium-based ionic liquid (CLTOAB)
CELIK S., KECEL GUNDUZ S.,, ALBAYRAK A. T, AKYUZ S., OZEL A.

The 25 th Colloquium on High-Resolution Molecular Spectroscopy HRMS 2017, 20 - 25 August 2017
Anharmonic DFT study of the vibrational wavenumbers of 5-Chlorouracil

AKALIN E.,, AKYUZ S.

The 25th Collogium on High-Resolution Molecular Spectroscopy, 20 - 25 August 2017

Investigation of the degradation stages of archaeological and historic silk textiles: An ATR-FTIR
spectroscopic study

AKYUZ S.

The 25th Colloquium on High-Resolution Molecular Spectroscopy, HRMS-2017, Helsinki, Finland, 20 - 25 August
2018, pp.46

Theoretical Vibrational Spectra and Molecular docking studies with protein and DNA on cyclo-
heptapeptide

CELIK S., KECEL GUNDUZ S., AKYUZ S., OZEL A.

The 25 th Colloquium on High-Resolution Molecular Spectroscopy HRMS 2017, 20 - 25 August 2017
INVESTIGATION OF ADSORPTION OF 5-CLOROURACIL ONTO MONTMORILLONITE: AN IR AND RAMAN
SPECTROSCOPIC STUDY

AKYUZ S., Akyiiz T.

5th Mediterranean Clay Meeting - MCM2016, 25 - 29 September 2016, pp.14

INVESTIGATIONS OF ANCIENT POTTERIES BY FTIR AND EDXRF SPECTROMETRY TECHNIQUES
Akyiiz T., AKYUZ S., Bagaran S.

5th Mediterranean Clay Meeting - MCM2016, 25 - 29 September 2016, pp.13

STRUCTURAL AND CONFORMATIONAL STUDY OF DIENOGEST

YILMAZ G., AKYUZ S., CELIK S, OZEL A.

Turkish Physical Society 32th International Physics Congress, 6 - 09 September 2016

Protein Sturucture Predictions of Historical silk textiles by ATR-FTIR spectroscopy

AKYUZ S, AKYUZ Z. T, GAKAN F. B, BASARAN S.

Third International Conference on Advances in Bio-Informatics, Bio-Technology and Enviromental Engineering-
ABBE, New York, United States Of America, 25 May 2017 - 27 May 2015, vol.2, pp.39-41

Conformational Analysis and Experimental and Theoretical Vibrational Study of Free and Hydrogen
Bonded Complexes of Sulfanilamide

OGRUG ILDIZ G., AKYUZ S.

5th International Conference on Advanced Vibrational Spectroscopy (ICAVS 5), Melbourne, Australia, 12 - 17 July
2009, pp.-144

Conformational Anlysis and Experimental and Theoretical Vibrational Studies on Dapsone

OGRUG ILDIZ G., AKYUZ S.

5th International Conference on Advanced Vibrational Spectroscopy konferansi (ICAVS 5), Melbourne, Australia,
12 July - 17 August 2009, pp.143

Experimental ab initio and Density Functional Theory Studies on Sulfadiazine

OGRUC ILDIZ G., AKYUZ S., OZEL A.

XXIX European Congress on Molecular Spectroscopy (EUCMOS 2008), OPATIJA, Croatia, 31 August - 05 September
2008, pp.311

Theoretical Studies of Molecular Structure and Vibrational Spectra of Free and Hydrogen Bonded
Complexes of Free Sulfanilamide

OCRUC ILDIZ G., AKALIN E, OZEL A, AKYUZ S.



XXVIII European Congress on Molecular Spectroscopy (EUCMOS 2006), Istanbul, Turkey, 3 - 08 September 2006,
pp-256

Supported Projects

AKYUZ S., Project Supported by Higher Education Institutions, THEORETICAL VIBRATIONAL SPECTRA AND MOLECULAR
DOCKING STUDIES WITH PROTEIN AND DNA ON CYCLOHEPTAPEPTIDE, 2017 - Continues

Akyiiz S., TUBITAK International Bilateral Joint Cooperation Program Project, Piring kepegi pentapeptidinin
konformasyon davranisinin ve D-amino asit siibstitiisyonlarinin antikanser aktivitesi lizerindeki etkisinin
degerlendirilmesi: Antikanser ila¢ kesfine yonelik ¢cikarimlar, 2020 - 2022

AKYUZ S., Project Supported by Higher Education Institutions, Conformational behavior structural and vibrational
characterization of the carboxy terminal dipeptide of b-endorphin, 2018 - 2019

AKYUZ S., Project Supported by Higher Education Institutions, Structural and spectroscopic investigation on antioxidant
dipeptide, 1-Methionyl-l-Serine: A combined experimental and DFT study, 2018 - 2019

Akyiiz S., Project Supported by Higher Education Institutions, BINDING INTERACTIONS OF TYR-ILE-GLY-SER-ARG
LIGAND WITH LAMININ RECEPTOR MODELS, 2017 - 2017

AKYUZ S., Project Supported by Higher Education Institutions, MOLECULAR MODELLING AND VIBRATIONAL
INVESTIGATIONS OF AMMONIUM-BASED IONIC LIQUID (CLTOAB), 2017 - 2017

AKYUZ S., Project Supported by Higher Education Institutions, Comparative study of antitumor active cyclo(Gly-Leu)
dipeptide : A computational and molecular modeling study, 2017 - 2017

AKYUZ S., Project Supported by Higher Education Institutions, CONFORMATIONAL STABILITY AND SPECTROSCOPIC
ANALYSIS OF THE CYCLIC HEPTAPEPTIDE, 2016 - 2016

AKYUZ S., Project Supported by Higher Education Institutions, Investigations of Archaeological glass bracelets and
perfume bottles excavated in Ancient Ainos (Enez) by Multiple Analytical Techniques, 2016 - 2016

AKYUZ S., istanbul Universitesi Bilimsel Arastirma Projeleri, 2012 - 2016

AKYUZ S., TUBITAK Project, Atmosfere Yollanan Gazlar1 Kontrol Eden Girisim Filtrelerinin Gelistirilmesi igin Yiiksek
Kirma indisli Nano Yapih Amorf Tabaka Olusumunun DFT Hesaplamalari IR ve Raman Spektroskopik Incelenmesi, 2010 -
2013

AKYUZ S., TUBITAK Project, Membran ve Néropeptidlerin Raman Tweezers Spektrumunun, 2006 - 2009

AKYUZ S., TUBITAK Project, Enez Edirne Arkeolojik Kazisindan Bulunan Keramik ve Cam Buluntularinin EDXRF ve FT IR
Spektroskopileri ile incelenmesi, 2006 - 2008

AKYUZ S., TUBITAK Project, Spectroscopic manifestation on the structural aspects in some inclusion
compounds:Hofmann type clathrates, clay organic complexes and self clathrates, 2004 - 2006

AKYUZ S., TUBITAK Project, Experimental and theoretical study of host guest interaction in Hofmann type clathrates,
2000 - 2003

AKYUZ S., TUBITAK Project, Biyolojik Aktif Makromolekiillerin Titresimsel Spektroskopi ve Teorik Konformasyon Analizi
Yontemleri ile Detayli incelenmesi, 1995 - 1997

Patent

Sevim A., Raman Spektroskopi Yonteminin Kanser Tanisinda Kullanilmasi, Patent, CHAPTER C Chemistry; Metallurgy, The
Invention Registration Number: TR 2020 02931 B, Standard Registration, 2024

Sevim A, ANTIBAKTERIYEL AKTIVITEYE SAHIP KAPROLAKTAM-GLISIN [YONIK SIVISI, MOLEKULER MODELLEMESI VE
KULLANIMLARI, Patent, CHAPTER C Chemistry; Metallurgy, The Invention Registration Number: TR 2029 00595 B,
Standard Registration, 2023

SEVIM A, ANTIMIiKROBIYAL ETKi VE ANTIOKSIDAN AKTIViTEYE SAHIP VANILIN TUREVI iMiN BIiLESIGININ SENTEZi VE
MOLEKULER MODELLEMESI, Patent, CHAPTER C Chemistry; Metallurgy, 2022

SEVIM A, S. AUREUS, E. FAECALIS, E. COL], K. PNEUMONIAE, P. AERUGINOSA VE B. SUBTILIS BAKTERILERINE KARSI
ANTIBAKTERIYEL ETKI ARZ EDEN N-METIL PIROLIDON-SALISILIKASIT IYONIK SIVISI VE MOLEKULER MODELLEMES],



Patent, CHAPTER C Chemistry; Metallurgy, 2019
SEVIM A. ANTIBAKTERIYEL VE ANTIMIKOTIK ETKi ARZ EDEN AMINO ANTRAKINON ANALOGU VE BUNUN MOLEKULER
MODELLEMESI, Patent, CHAPTER C Chemistry; Metallurgy, 2018

Activities in Scientific Journals

VIBRATIONAL SPECTROSCOPY, Scientific Committee Membership, 2007 - Continues

Memberships / Tasks in Scientific Organizations

Turkish Biophysical society, Member, 1994 - Continues, Turkey

Scientific Refereeing

JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, November 2023

Universities of Other Countries Supported Project, Czech Science Foundation, Czech Republic, September 2023
JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, July 2023

SPECTROSCOPY LETTERS, SCI Journal, June 2023

JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, June 2023

Universities of Other Countries Supported Project, Czech Science Foundation ,, Czech Republic, June 2023
SPECTROSCOPY LETTERS, SCI Journal, May 2023

SPECTROSCOPY LETTERS, SCI Journal, May 2023

SPECTROSCOPY LETTERS, SCI Journal, April 2023

VIBRATIONAL SPECTROSCOPY, SCI Journal, March 2023

JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, March 2023

JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, February 2023

JOURNAL OF BIOMOLECULAR STRUCTURE AND DYNAMICS, SCI Journal, January 2023

VIBRATIONAL SPECTROSCOPY, SCI Journal, January 2023

VIBRATIONAL SPECTROSCOPY, SCI Journal, January 2023

JOURNAL OF RAMAN SPECTROSCOPY, SCI Journal, January 2023

Metrics

Publication: 202
Citation (WoS): 1265
Citation (Scopus): 1352
H-Index (WoS): 21
H-Index (Scopus): 23

Congress and Symposium Activities

5th International Cappodocia Scientific Research Congress, Invited Speaker, Nigde, Turkey, 2023
19. Ulusal Kil sempozyumu, Invited Speaker, Eskisehir, Turkey, 2023

Invited Talks



FTIR (Fourier Déniisiimlii Kizilétesi Spektroskopisi): Temel ilkeleri, Galisma Prensibi ve Uygulamalarr’, Workshop,
Istanbul Kiiltiir Universitesi, Turkey, January 2024

Gegmisten giiniimiize fizik béliimiinde yolculuk, Seminar, Istanbul Universitesi, Turkey, November 2023
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