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I. IR spectra simulations by anharmonic DFT and CDFT-saturated and unsaturated fatty acids of
Siberian sturgeon (Acipenser baerii Brandt,1869)
Aktas A. B., Dastan T., Gorgiin S., Giinlii A, Ercan E,, Katin K, Kaya S.
JOURNAL OF FOOD COMPOSITION AND ANALYSIS, vol.12, no.136, pp.1-8, 2024 (SCI-Expanded)

II. New solvated Mo(VI) complexes of isatin based asymmetric bisthiocarbohydrazones as potent

bioactive agent: synthesis, DFT-molecular docking studies, biological activity evaluation and crystal

structures Research Published: 06 September 2024
Akkaya B., Kaya Y., Ercag A, Kaya S., Zorlu Y.
BIOMETALS, vol.23, no.1, pp.1-19, 2024 (SCI-Expanded)
III. Illumination of biosorption of Allura Red on Rhus coriaria L. (sumac) plant: equilibrium, kinetic,
thermodynamic, and density functional theory-based analyses
Caylak O, Cetintas H. I, Celik M. S., Kaya N., Getinkaya S., Maslov M. M., Kaya S.
BIOMASS CONVERSION AND BIOREFINERY, vol.14, pp.1-17, 2024 (SCI-Expanded)
IV. Biosorption of lead ions (Pb2+) from water samples using dried Lemna minor biomass:
experimental and density functional theory studies
KAYA S., GETINKAYA S., Jalbani N. S, YENIDUNYA A. F.,, KUTUK N., KASAKA E., Maslov M. M.
Biomass Conversion and Biorefinery, vol.14, no.15, pp.17603-17617, 2024 (SCI-Expanded)

V. Low-cost materials as vehicles for pesticides in aquatic media: a review of the current status of
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different biosorbents employed, optimization by RSM approach

Aziz K., Mamouni R.,, KAYA S., Aziz F.

Environmental Science and Pollution Research, vol.31, no.28, pp.39907-39944, 2024 (SCI-Expanded)
Phenolic compounds removal in table olive processing wastewater by column adsorption:
conditions’ optimization

Aziz K, Haydari I, KAYA S., Mandi L., Ouazzani N., Aziz F.

Environmental Science and Pollution Research, vol.31, no.27, pp.38835-38845, 2024 (SCI-Expanded)
Spectroscopic, crystal structure and DFT-assisted studies of some nickel(II) chelates of a
heterocyclic-based NNO donor aroylhydrazone: in vitro DNA binding and docking studies

Nair Y, Joy F., Vinod T, Vineetha M., Kurup M. R. P,, KAYA S,, SERDAROGLU G., ERKAN S.

Molecular Diversity, vol.28, no.2, pp.509-530, 2024 (SCI-Expanded)

Chalcone-based novel mono and bisthiocarbohydrazone: synthesis, crystal structure, antioxidant
property and theoretical evaluation

Lafta A.Z,, KAYA Y., ERCAC A, Zorlu Y., KAYA S., Berisha A.

Journal of Sulfur Chemistry, vol.45, no.3, pp.346-363, 2024 (SCI-Expanded)

Removal of erythrosine B dye from wastewater using chitosan boric acid composite material:
Experimental and density functional theory findings

Cetinkaya H. F.,, SARIOGLU CEBECI M., KAYA S, Jalbani N. S, Maslov M. M., Marzouki R.

JOURNAL OF PHYSICAL ORGANIC CHEMISTRY, vol.36, no.12, 2023 (SCI-Expanded)

Can van der Waals constants be used in the chemical reactivity analysis? A new approach as a
support to minimum magnetizability principle

KAYA S., SIMSEK S.

JOURNAL OF PHYSICAL ORGANIC CHEMISTRY, vol.36, no.12, 2023 (SCI-Expanded)

Biological evaluation and in silico molecular docking studies of Abies cilicica (Antoine & Kotschy)
Carriére) resin

GUCLU G., TAS A, DINGER E., Ucar E., KAYA S., Berisha A, DURAL E,, SILiG Y.

Journal of Molecular Structure, vol.1288, 2023 (SCI-Expanded)

Experimental and theoretical insights about the effect of some newly designed azomethine group-
contained macroheterocycles on oxidative stress and DNA repair gene profiles in neuroblastoma
cell lines

Cinar G., Agbektas T.,, Huseynzada A, Aliyeva G., Aghayev M., Hasanova U, KAYA S, Chtita S., Nour H., TAS A, et al.
Journal of Molecular Structure, vol.1285, 2023 (SCI-Expanded)

Synthesis and spectral investigation of novel 4-aryl-5-(aryldiazenyl)thiazole dyes festooned with
fluorene moiety: Experimental and theoretical insight

El Guesmi N., Khormi A. Y., S Alzahrani A, Asghar B. H., KAYA S,, Katin K. P,, Farghaly T. A, Shaaban M. R,, Farag A.
M.

Journal of Molecular Liquids, vol.383, 2023 (SCI-Expanded)

Investigating the optical, electronic, magnetic properties and DFT of NiO films prepared using RF
sputtering with various argon pressures

Hopoglu H., KAYA D., Maslov M. M., KAYA S., DEMIR ., ALTUNTAS i, UNGAN F., Akyol M., EKICIBIL A., Tiizemen E.
Physica B: Condensed Matter, vol.661, 2023 (SCI-Expanded)

Analysis of boronic acids containing amino ferrocene by DFT approach and in silico studies
Muhammad U. S., ERKAN S., KAYA S.

Journal of Molecular Structure, vol.1284, 2023 (SCI-Expanded)

Corrosion inhibition of mild steel in acidic media using new oxo-pyrimidine derivatives:
Experimental and theoretical insights

Ferigita K. S. M., SARACOCLU M., AlFalah M. G. K., YILMAZER M. i, KOKBUDAK Z., KAYA S., Kandemirli F.

Journal of Molecular Structure, vol.1284, 2023 (SCI-Expanded)

Iron-ligand complex, an efficient inhibitor of steel corrosion in hydrochloric acid media

Zaidi K., Bouroumane N., Merimi C., Aouiniti A., Touzani R., Oussaid A., Hammouti B., Salim R., KAYA S., Ibrahim S. M.

Journal of Molecular Structure, vol.1284, 2023 (SCI-Expanded)
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Effect of an imidazole-based ionic liquid as anti-corrosion additive on the performance of Al-air
batteries

Guo L. Zhang Q. Huang Y., KAYA S., Zheng X, Zhang R,, Shi W,, Obot L. B.

Journal of Electroanalytical Chemistry, vol941, 2023 (SCI-Expanded)

DFT calculations of photophysical properties of ethylen-dioxy-thiophen derivatives oligomers with
optoelectronic functionalities

Ninis O., El kharrim A., Agda F., Nebbach D., KAYA S., Abarkan M., Bouachrine M.

Journal of Molecular Structure, vol.1284, 2023 (SCI-Expanded)

Reactivity of diamanes against oxidation: A DFT study

KAYA S., Dua H., Sarkar U, Demin V. A., Kvashnin A. G.

Chemical Physics, vol.571, 2023 (SCI-Expanded)

Changes in arginine metabolism in advanced Alzheimer's patients: Experimental and theoretical
analyses

Sar11, Ersan S, Ozmen E., Ayan D., Ersan E.,, Berisha A., KAYA S.

Journal of Molecular Structure, vol.1282, 2023 (SCI-Expanded)

Experimental and theoretical observations in a mixed mode dispersive solid phase extraction of
exogenous surfactants from exhaled breath condensate prior to HPLC-MS/MS analysis
Khoubnasabjafari M., ALTUNAY N,, Tuzen M., KAYA S, Katin K. P,, Farajzadeh M. A, Hosseini M., Afshar Mogaddam
M. R, Jouyban A.

Journal of Molecular Structure, vol.1281, 2023 (SCI-Expanded)

Combination of doped amorphous carbon based dispersive solid phase extraction with ionic liquid-
based DLLME for the extraction of aromatic amines from leather industries wastewater; Theoretical
and experimental insights

Nemati M,, Farajzadeh M. A,, ALTUNAY N,, Tuzen M,, KAYA S., Maslov M. M., Afshar Mogaddam M. R.

Journal of Molecular Structure, vol.1281, 2023 (SCI-Expanded)

Effect of MgFe204 catalyst preparation method on its surface characteristics and Fenton-like
oxidation of tartrazine: Statistical comparison and DFT-assisted predation of mechanism

Soufi A, Khnifira M., Hajjaoui H., Abdennouri M., KAYA S., Bessbousse H., Barka N.

Materials Today Communications, vol.35, 2023 (SCI-Expanded)

Adsorption of 40 low molecular weight drugs on pristine and fluorinated C60 fullerenes: Ab initio,
statistical and neural networks analysis

Kalika E. B., Bondarev N. V., Katin K. P., Kochaev A. I, Grekova A. A, KAYA S., Bauetdinov Y. A., Maslov M. M.
Journal of Molecular Liquids, vol.377, 2023 (SCI-Expanded)

Acetylsalicylic acid as an environmentally friendly corrosion inhibitor for carbon steel XC48 in
chloride environment

Merimi C.,, Hammouti B., Zaidi K., Hafez B., Elmsellem H., Touzani R., KAYA S.

Journal of Molecular Structure, vol.1278, 2023 (SCI-Expanded)

Experimental and density functional theoretical analyses on degradation of acid orange 7 via UV
irradiation and ultrasound enhanced by fenton process

YILDIZ S., Canbaz G., KAYA S., Maslov M. M.

Journal of Molecular Structure, vol.1277, 2023 (SCI-Expanded)

Copper(II) chelates derived from an N,N,O-tridentate 2-pyridinecarboxaldehyde-N4-
phenylsemicarbazone: Synthesis, spectral aspects, crystal structure, FMO and NBO analysis
Sithambaresan M., Kurup M. R. P, SERDAROGLU G., KAYA S.

Journal of Molecular Structure, vol.1277, 2023 (SCI-Expanded)

Unraveling Bonding Mechanisms and Electronic Structure of Pyridine Oximes on Fe(110) Surface:
Deeper Insights from DFT, Molecular Dynamics and SCC-DFT Tight Binding Simulations

Lgaz H., Lee H,, KAYA S,, Salghi R,, Ibrahim S. M,, Chafiq M., Bazzi L., Ko Y. G.

Molecules, vol.28, no.8, 2023 (SCI-Expanded)

Equilibrium and DFT modeling studies for the biosorption of Safranin O dye from water samples

using Bacillus subtilis biosorbent
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CETINKAYA S., KAYA S., Aksu A., CETINTAS H. I, Jalbani N. S.,, ERKAN S., Marzouki R.

Journal of Molecular Structure, vol.1276, 2023 (SCI-Expanded)

Experimental and theoretical insights about the effect of some newly designed azomethine group-
contained macroheterocycles on oxidative stress and DNA repair gene profiles in neuroblastoma
cell lines

Cinar G., Agbektas T.,, Huseynzada A,, Aliyeva G., Aghayev M., Hasanova U,, Kaya S., Chtita S.,, Nour H,, Tas A,, et al.
JOURNAL OF MOLECULAR STRUCTURE, pp.2-16, 2023 (SCI-Expanded)

Prunus mahaleb shell as a sustainable bioresource for carminic acid removal from aqueous solution:
Experimental and theoretical studies

Keskin Z. S, Senol Z. M,, Kaya S., Simsek S.

JOURNAL OF MOLECULAR STRUCTURE, vol.1275, pp.1-11, 2023 (SCI-Expanded)

A detailed electronic-scale DFT modeling/MD simulation, electrochemical and surface morphological
explorations of imidazolium-based ionic liquids as sustainable and non-toxic corrosion inhibitors
for mild steel in 1 M HCI

EL Hajjaji F., Ech-chihbi E,, Salim R,, Titi A., Messali M,, El Ibrahimi B., KAYA S., Taleb M.

Materials Science and Engineering B: Solid-State Materials for Advanced Technology, vol.289, 2023 (SCI-
Expanded)

Adsorption mechanism investigation of methylthioninium chloride dye onto some metal phosphates
using Monte Carlo dynamic simulations and DFT calculations

Attarki J., Khnifira M., Boumya W., Mahsoune A, Lemdek E,, Sadiq M., Abdennouri M., KAYA S, Barka N.

Inorganic Chemistry Communications, vol.149, 2023 (SCI-Expanded)

Green synthesis of reduced graphene oxide and their use on column adsorption of phenol from
olive mill wastewater

Haydari I, Aziz K,, Kaya S., Dastan T., Ouazzani N., Mandi L., Aziz F.

Process Safety and Environmental Protection, vol.170, pp.1079-1091, 2023 (SCI-Expanded)

Experimental and theoretical insights on the structural and optical properties of GeOx thin films
deposited via RF magnetron sputtering under varying oxygen percentage

SENADIM TUZEMEN E., Hopoglu H., SARITAS S., AYDINOGLU H. S, ERTUGRUL M., Maslov M., KAYA S., UNGAN F.,
GURE.

Physica B: Condensed Matter, vol.650, 2023 (SCI-Expanded)

Adsorption properties of amine modified lignin-hydrogel composite for uranyl ions: Theoretical and
experimental insights

SIMSEK S., KAYA S., Jalbani N. S.

Journal of the Indian Chemical Society, vol.100, no.2, 2023 (SCI-Expanded)

Anisotropic Carrier Mobility and Spectral Fingerprints of Two-Dimensional y-Phosphorus Carbide
with Antisite Defects

Katin K. P,, Maslov M. M,, Nikitenko V. R,, Kochaev A. I, KAYA S., Prezhdo 0. V.

Journal of Physical Chemistry Letters, vol.14, no.1, pp.214-220, 2023 (SCI-Expanded)

Synthesis and spectral properties of novel series of fluorene-based azo dyes containing thiazole
scaffold: Studying of the solvent and substituent effect on absorption spectra

ElGuesmi N., Farghaly T., Khormi A. Y., Shaaban M. R, Katin K. P,, KAYA S.

Journal of Molecular Structure, vol.1271, 2023 (SCI-Expanded)

Quantum chemical and molecular dynamics simulation approach to investigate adsorption behaviour
of organic azo dyes on TiO2 and ZnO surfaces

Mandal S., Zamindar S., Sarkar S., Murmu M., Guo L., KAYA S, Hirani H., Banerjee P.

JOURNAL OF ADHESION SCIENCE AND TECHNOLOGY, vol.37, n0.10, pp.1649-1665, 2023 (SCI-Expanded)

An effective and smart corrosion inhibitor in acidic environment: Experimental & theoretical studies
Bouoidina A., Haldhar R., Salim R., Ech-chihbi E., Ichou H., El-Hajjaji F., Kim S., El Ibrahimi B., KAYA S., Taleb M.
Korean Journal of Chemical Engineering, vol.40, no.1, pp.235-247, 2023 (SCI-Expanded)

Advancement of corrosion inhibitor system through N-heterocyclic compounds: a review

Sheetal S., Batra R,, Singh A. K, Singh M., Thakur S., Pani B., KAYA S.
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Corrosion Engineering Science and Technology, vol.58, no.1, pp.73-101, 2023 (SCI-Expanded)

Metal cations toxicity: An inorganic interpretation

KAYA S, Bezerra C. W,, Fernandes de Farias R, Ciltas A., ELIK M.

Journal of the Indian Chemical Society, vol.100, no.1, 2023 (SCI-Expanded)

Recent Trends in the Characterization and Application Progress of Nano-Modified Coatings in
Corrosion Mitigation of Metals and Alloys

Thakur A, KAYA S., Kumar A.

Applied Sciences (Switzerland), vol.13, no.2, 2023 (SCI-Expanded)

A Combined Study on Degradation Mechanism of Reactive Orange 16 through Fenton-like Process:
Experimental Studies and Density Functional Theoretical Findings

YILDIZ S., TOPAL CANBAZ G., KAYA S., Maslov M. M.

ChemistrySelect, vol.7, no.48, 2022 (SCI-Expanded)

Molecular dynamic simulations and computational DFT of adsorption performances of malachite
green on the metal fluorides in aqueous medium

Boumya W., Khnifira M., Abdennouri M., KAYA S., Achak M., Barka N.

JOURNAL OF MOLECULAR STRUCTURE, vol.1270, 2022 (SCI-Expanded)

Synthesis of new halogenated compounds based on 8-hydroxyquinoline derivatives for the
inhibition of acid corrosion: Theoretical and experimental investigations

Rbaa M,, Galai M., Ouakki M., Hsissou R., Berisha A, KAYA S, Berdimurodov E., Lakhrissi B., Zarrouk A.
MATERIALS TODAY COMMUNICATIONS, vol.33, 2022 (SCI-Expanded)

Elucidating the adsorption mechanisms of anionic dyes on chitosan (110) surface in aqueous
medium by quantum chemical and molecular dynamics

Khnifira M., Boumya W.,, Attarki ], Mahsoune A., Abdennouri M., Sadiq M. ',, KAYA S., Barka N.

MATERIALS TODAY COMMUNICATIONS, vol.33, 2022 (SCI-Expanded)

Multilayer perceptron neural network-based QSAR models for the assessment and prediction of
corrosion inhibition performances of ionic liquids

Quadri T. W,, Olasunkanmi L. O., Fayemi O. E., Akpan E. D,, Lee H. S, Lgaz H., Verma C,, Guo L., KAYA S., Ebenso E. E.
COMPUTATIONAL MATERIALS SCIENCE, vol.214, 2022 (SCI-Expanded)

Effect of electron donors on the photophysical and theoretical properties of BODIPY dyes based on
tetrazolo[1,5-a]quinoline

Arslana B. S, Derin Y., Misir B. A, KAYA S., SISMAN I, TUTAR A, NEBIOGLU M.

JOURNAL OF MOLECULAR STRUCTURE, vol.1267, 2022 (SCI-Expanded)

Adsorption study of N (-benzo[d]thiazol-2-yl)-1-(thiophene-2-yl) methanimine at mild
steel/aqueous H2S04 interface

Singh A. K,, Singh M,, Thakur S., Pani B., KAYA S., EL Ibrahimi B., Marzouki R.

SURFACES AND INTERFACES, vol.33, 2022 (SCI-Expanded)

Recent Advancements in Surface Modification, Characterization and Functionalization for Enhancing
the Biocompatibility and Corrosion Resistance of Biomedical Implants

Thakur A, Kumar A, KAYA S., Marzouki R, Zhang F., Guo L.

COATINGS, vol.12, no.10, 2022 (SCI-Expanded)

Combined experimental and theoretical analyses on design, synthesis, characterization, and in vitro
cytotoxic activity evaluation of some novel imino derivatives containing pyrazolone ring

Basaran E.,, CAKMAK R,, AKKOC S., KAYA S.

JOURNAL OF MOLECULAR STRUCTURE, vol.1265, 2022 (SCI-Expanded)

Experimental, DFT and MC simulation analysis of Vicia Sativa weed aerial extract as sustainable and
eco-benign corrosion inhibitor for mild steel in acidic environment

Thakur A, KAYA S., Abousalem A. S., Kumar A.

SUSTAINABLE CHEMISTRY AND PHARMACY, vol.29, 2022 (SCI-Expanded)

Enhancement corrosion resistance of mild steel in 15% HCI solution by a novel bio-based
polyurethane for oil well acidizing

Rahimi A,, Abdouss M., Farhadian A, Guo L., KAYA S., Neshati J.



JOURNAL OF INDUSTRIAL AND ENGINEERING CHEMISTRY, vol.113, pp.332-347, 2022 (SCI-Expanded)
LVI. Insights into the role of nanotechnology on the performance of biofuel cells and the production of
viable biofuels: A review
Assad H., KAYA S., Kumar P. S., Vo D. N,, Sharma A., Kumar A.
FUEL, vol.323, 2022 (SCI-Expanded)

LVII. Theoretical investigations on the unimolecular decomposition mechanisms of isopropyl acetate

Abdel-Rahman M. A, Shiroudi A, KAYA S,, El-Nahas A. M.
Journal of Molecular Structure, vol.1262, 2022 (SCI-Expanded)

LVIII. Insight of development of two cured epoxy polymer composite coatings as highly protective
efficiency for carbon steel in sodium chloride solution: DFT, RDF, FFV and MD approaches
Hsissou R, Azogagh M,, Benhiba F,, Echihi S,, Galai M., Shaim A., Bahaj H,, Briche S., KAYA S., Serdaroglu G., et al.
JOURNAL OF MOLECULAR LIQUIDS, vol.360, 2022 (SCI-Expanded)

LIX. High-Performance Material for the Effective Removal of Uranyl Ion from Solution: Computationally
Supported Experimental Studies
Simsek S., Derin Y, Kaya S., Senol Z. M,, Katin K. P,, Ozer A.

LANGMUIR, vol.1, no.1, pp.1-16, 2022 (SCI-Expanded)

LX. Inhibitive performance of novel/eco-friendly pyrimidine derivative for Q235 steel protection in 15%
HCl under hydrodynamic condition: Combination of experimental, surface and computational
approach
Singh A, Ansari K. R, Lin Y., Ali . H,, KAYA S,, El Ibrahimi B.

MATERIALS TODAY COMMUNICATIONS, vol.32, 2022 (SCI-Expanded)

LXI. An investigation on the synthesis, characterization and anti-corrosion properties of choline based
ionic liquids as novel and environmentally friendly inhibitors for mild steel corrosion in 5% HCI
Mobin M., Aslam R,, Salim R,, KAYA S.

JOURNAL OF COLLOID AND INTERFACE SCIENCE, vol.620, pp.293-312, 2022 (SCI-Expanded)
LXIl. Effect of Hemp Fiber Addition on Mechanical Properties of Acrylic Resin: Coupled Experimental and
Theoretical Study
BOLAYIR G., SOYGUN K, KILIC AVSAR M., BOZTUG A., KAYA S., Katin K. P.
FIBERS AND POLYMERS, vol.23, no.8, pp.2271-2278, 2022 (SCI-Expanded)

LXIII. On the Prediction of Lattice Energy with the Fukui Potential: Some Supports on Hardness
Maximization in Inorganic Solids
KAYA S, Robles-Navarro A, Mejia E., Gomez T., Cardenas C.

JOURNAL OF PHYSICAL CHEMISTRY A, vol.126, no.27, pp.4507-4516, 2022 (SCI-Expanded)
LXIV. Designing new donors organic compounds with IDIC core for photovoltaic application
Nebbach D., Agda F., Lakhlifi T., Ajana M. A, Kaya S., Siddique F., Lgaz H., Bouachrine M.
OPTIK, vol.262, 2022 (SCI-Expanded)

LXV. Experimental and density functional theoretical modeling of triazole pesticides extraction by Ti2C
nanosheets as a sorbent in dispersive solid phase extraction method before HPLC-MS/MS analysis
Marzi Khosrowshahi E., Afshar Mogaddam M. R,, Javadzadeh Y., ALTUNAY N., Tuzen M., KAYA S., Ghalkhani M.,
Farajzadeh M. A., Nemati M.
Microchemical Journal, vol.178, 2022 (SCI-Expanded)

LXVI. New mixed-ligand iron(III) complexes containing thiocarbohydrazones: Preparation,
characterization, and chemical reactivity analysis through theoretical calculations
KAYA Y., ERCAG A, KAYA S., Katin K. P., ATILLA D.

APPLIED ORGANOMETALLIC CHEMISTRY, vol.36, no.7, 2022 (SCI-Expanded)

LXVIL. Crystal chemistry, DFT calculation and optical properties of the double perovskite stannate
Sr2Sn0.8In0.8W0.406
Belgacem B., Maslov M. M., KAYA S, Ali L. H,, Ben Hassen R.

JOURNAL OF MOLECULAR STRUCTURE, vol.1259, 2022 (SCI-Expanded)
LXVIII. Handling Keywords: MXene Nanomaterial Hazardous pollutant Adsorption Environmental

remediation
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LXXIII.
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Assad H., Fatma 1., Kumar A, KAYA S., Vo D. N,, Al-Gheethi A.,, Sharma A.

CHEMOSPHERE, v01.298, 2022 (SCI-Expanded)

Mathematical modeling studies for the adsorptive removal of ciprofloxacin drug from water samples
using functionalized silica resin

Junejo R, Jalbani N. S, KAYA S, SERDAROGLU G., ELiK M.

CHEMICAL PAPERS, vol.76, no.6, pp.3413-3423, 2022 (SCI-Expanded)

Experimental and density functional theory studies during a new solid phase extraction of phenolic
compounds from wastewater samples prior to GC-MS determination

Farajzadeh M. A, Nemati M., ALTUNAY N,, Tuzen M,, KAYA S, Kheradmand F., Afshar Mogaddam M. R.
Microchemical Journal, vol.177, 2022 (SCI-Expanded)

Computational and experimental studies on the corrosion inhibition performance of an aerial
extract of Cnicus Benedictus weed on the acidic corrosion of mild steel
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