Assoc. Prof. ISMAIL CELIK

Personal Information

Email: ismailcelik@erciyes.edu.tr

Web: https://avesis.erciyes.edu.tr /ismailcelik

International Researcher IDs

ScholarID: JOLHJc4AAAA]

ORCID: 0000-0002-8146-1663

Publons / Web Of Science ResearcherID: ABE-5813-2021
ScopusID: 57222080211

Yoksis Researcher ID: 242011

Education Information

Post Doctorate, Martin-Luther-Universitaet Halle-Wittenberg, Institute of Pharmacy, Pharmaceutical Chemistry and
Clinical Pharmacy, Germany 2023 - 2024

Doctorate, Ankara University, Institute Of Health Sciences, Farmasotik Kimya, Turkey 2014 - 2020

Undergraduate, Erciyes University, Eczacilik Fakiiltesi, Eczacilik, Turkey 2009 - 2014

Foreign Languages

English, B2 Upper Intermediate

Research Areas

Pharmacology and Therapeutics, Pharmaceutical Chemistry

Academic Titles / Tasks

Associate Professor, Erciyes University, Eczacilik Fakiiltesi, Eczaciik Meslek Bilimleri, 2022 - Continues
Research Assistant, Erciyes University, Eczacilik Fakiiltesi, Eczacilik Meslek Bilimleri, 2015 - 2022

Published journal articles indexed by SCI, SSCI, and AHCI

. Immunomodulation and anticancer evaluation of quinazoline-based thalidomide analogs: Design,

synthesis, docking, and dynamic simulation
Abdallah A. E, Eissa L. H, Mehany A. B., Sakr H., Sakr T. M., Metwaly K., CELIK i, El-AdI K., El-Zahabi M. A.
Journal of Molecular Structure, vol.1317, 2024 (SCI-Expanded)

II. Synergistic effect of potential alpha-amylase inhibitors from Egyptian propolis with acarbose using
in silico and in vitro combination analysis
Nada A. A, Metwally A. M., Asaad A. M., CELIK I, Ibrahim R. S., Eldin S. M. S.
BMC Complementary Medicine and Therapies, vol.24, no.1, 2024 (SCI-Expanded)

III. Benzimidazole-Containing Compounds as Anticancer Agents



ACAR CEVIK U, Isik A, Kaya B., Kapavarapu R., Rudrapal M., Halimi G., Karakaya A., Maryam Z., GELIK i., EVREN A.
E., etal
CHEMISTRYSELECT, vol.9, no.32, 2024 (SCI-Expanded)

IV. Unraveling the interaction mechanism between orphan drug Nitisinone and bovine serum albumin

through spectroscopic and in silico approaches.
Bilkay M., Yazic1 S., Erkmen C,, Celik I., Satana Kara H. E.
Spectrochimica acta. Part A, Molecular and biomolecular spectroscopy, vol.322, pp.124818, 2024 (SCI-Expanded)

V. In vitro anti-Helicobacter pylori, anti-urease and anti-gastric cancer activities of novel hydrazones
Maryam Z., Kaya B., BOSTANCI H. E,, Kisa D,, CELIK I, ACAR GEVIK U.,, KAPLANCIKLI Z. A.

Journal of Molecular Structure, vol.1307, 2024 (SCI-Expanded)
VI. New benzimidazole-oxadiazole derivatives as potent VEGFR-2 inhibitors: Synthesis, anticancer
evaluation, and docking study.
Acar Cevik U, Celik I, Gérgiilii S., Sahin Inan Z. D., Bostanci H. E,, Ozkay Y., Kaplacikli Z. A.
Drug development research, vol.85, no.4, 2024 (SCI-Expanded)
VII. Discovery and Anticancer Screening of Novel Oxindole-Based Derivative Bearing Pyridyl Group as
Potent and Selective Dual FLT3/CDK2 Kinase Inhibitor.
Soudi A, Bender 0, Celik i, El-Hafeez A. A. A, Dogan R,, Atalay A, Elkaeed E. B, Alsfouk A. A, Abdelhafez E. M. N,,
Aly 0. M, et al.
Pharmaceuticals (Basel, Switzerland), vol.17, no.5, 2024 (SCI-Expanded)
VIII. Synthesis of novel indol-3-acetamido analogues as potent anticancer agents, biological evaluation
and molecular modeling studies.
Doganc F., Ozkan T., Farhangzad N., Mavideniz A., Celik I, Sunguroglu A, Géker H.
Bioorganic chemistry, vol.148, pp.107429, 2024 (SCI-Expanded)

IX. Deciphering the putative bioactive metabolites and the underlying mechanism of Juniperus
horizontalis Moench (Creeping juniper) in the treatment of inflammation using network
pharmacology and molecular docking.

El-Banna A. A, Shawky E,, Celik i,, Ghareeb D. A, Abdulmalek S. A., Darwish R. S.
The Journal of pharmacy and pharmacology, vol.76, pp.514-533, 2024 (SCI-Expanded)

X. Synthesis, DFT Calculations, <i>In Silico</i> Studies, and Antimicrobial Evaluation of
Benzimidazole-Thiadiazole Derivatives
Isik A., ACAR GEVIK U, Karayel A, Ahmad I, Patel H., GELIK I, GUL U. D., Bayazit G., BOSTANCI H. E,, Kocak A, et al.
ACS OMEGA, vol.9, no.16, pp.18469-18479, 2024 (SCI-Expanded)

XI. Investigating Potential Cancer Therapeutics: Insight into Histone Deacetylases (HDACs) Inhibitions.
Ahmad B,, Saeed A, Al-Amery A, Celik ., Ahmed I, Yaseen M., Khan I. A, Al-Fahad D., Bhat M. A.

Pharmaceuticals (Basel, Switzerland), vol.17, no.4, 2024 (SCI-Expanded)

XII. New Benzimidazole-Triazole Derivatives as Topoisomerase I Inhibitors: Design, Synthesis,
Anticancer Screening, and Molecular Modeling Studies
Cevik U. A, Kaya B., CELIK i, Rudrapal M., Rakshit G., Karayel A., LEVENT S., OSMANIYE D., SAGLIK OZKAN B. N.,
BAYSAL M, et al.
ACS Omega, no.11, pp.13359-13372, 2024 (SCI-Expanded)

XIII. Synthesis, Anticancer Activity, and In Silico Modeling of Alkylsulfonyl Benzimidazole Derivatives:
Unveiling Potent Bcl-2 Inhibitors for Breast Cancer
Abbade Y., KISLA M. M., Hassan M. A, GELIK i, DOGAN T., MUTLU P., ALAGOZ Z.
ACS Omega, vol.9, no.8, pp.9547-9563, 2024 (SCI-Expanded)

XIV. Molecular insights into the anti-inflammatory activity of fermented pineapple juice using multimodal
computational studies
Tallei T. E., Fatimawali F.,, Adam A. A,, Ekatanti D., GELIK I, Fatriani R,, Nainu F., Kusuma W. A, Rabaan A. A, Idroes
R.
Archiv der Pharmazie, vol.357, no.1, 2024 (SCI-Expanded)

XV. Attenuation of quorum sensing regulated virulence functions and biofilm of pathogenic bacteria by

medicinal plant Artemisia annua and its phytoconstituent 1, 8-cineole



XVIL

XVIIL

XIX.

XX

XXII.

XXIIIL.

XXIV.

XXV.

XXVI.

XXVIIL

Khan M. A, Shahid M., CELIK I, Khan H. M., Shahzad A., Husain F. M., Adil M.

Microscopy Research and Technique, vol.87, no.1, pp.133-148, 2024 (SCI-Expanded)

Computational Simulations Reveal the Synergistic Action of Phytochemicals of Morus alba to Exert
Anti-Alzheimer Activity via Inhibition of Acetylcholinesterase and Glycogen Synthase Kinase-38

Paul A, Zothantluanga J. H,, Rakshit G., CELIK i, Rudrapal M., Zaman M. K.

Polycyclic Aromatic Compounds, vol.44, no.5, pp.3476-3500, 2024 (SCI-Expanded)

Design, synthesis, and molecular docking studies of benzimidazole-1,3,4-triazole hybrids as carbonic
anhydrase I and II inhibitors

CELIK i, ACAR CEVIK U,, Kiigiikoglu K., NADAROGLU H., BOSTANCI H. E., Isik A, OZKAY Y., KAPLANCIKLI Z. A.
Chemical Biology and Drug Design, vol.103, no.1, 2024 (SCI-Expanded)

Detection of natural compounds by virtual screening, molecular docking and dynamics studies and
evaluation of their effects on tau level <i>in vitro</i> Alzheimer's model

UZUNHISARCIKLI E,, CELIK I, Yerer M. B.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.42, no.1, pp.384-392, 2024 (SCI-Expanded)
Antibiofilm and anti-quorum sensing activity of Psidium guajava L. leaf extract: In vitro and in silico
approach.

Khan M. A, Celik I, Khan H. M, Shahid M., Shahzad A., Kumar S., Ahmed B.

PloS one, vol.18, no.12, 2023 (SCI-Expanded)

Interaction mechanism of a pesticide, Azoxystrobin with bovine serum albumin: Assessments
through fluorescence, UV-Vis absorption, electrochemical and molecular docking simulation
techniques.

Erkmen C, Celik I.

Spectrochimica acta. Part A, Molecular and biomolecular spectroscopy, vol.308, pp.123719, 2023 (SCI-Expanded)
Computational biology and in vitro studies for anticipating cancer-related molecular targets of sweet
wormwood (Artemisia annua)

Dawood H., CELIK I, Ibrahim R. S.

BMC Complementary Medicine and Therapies, vol.23, no.1, 2023 (SCI-Expanded)

In vitro and in silico guided identification of antimalarial phytoconstituent(s) in the root of Citrus
maxima (Burm.) Merr.

Gogoi N., Rudrapal M,, Celik i., Kaishap P. P., Chetia D.

Journal of biomolecular structure & dynamics, pp.1-12, 2023 (SCI-Expanded)

Design, synthesis, molecular docking and molecular dynamic studies of novel benzimidazole-thiazole
derivatives as potent and selective COX-2 inhibitors

IRMAK N. E., SAGLIK B. N,, CELIK I, Tahsin Sen H., 0ZKAY Y., KILCIGIL G.

New Journal of Chemistry, vol.47, no.47, pp.21620-21632, 2023 (SCI-Expanded)

Synthesis of novel pyrazolone candidates with studying some biological activities and in-silico
studies.

Abdellattif M. H., Hamed E. 0., Elhoseni N. K. R, Assy M. G., Emwas A. M., Jaremko M., Celik I,, Titi A, Kumar Yadav K.,
Elgendy M. S,, et al.

Scientific reports, vol.13, no.1, pp.19170, 2023 (SCI-Expanded)

An integrated strategy combining UPLC-MS/MS, chemometrics, molecular docking, and molecular
dynamics simulation for metabolic profiling of onion (Allium cepa L.) cultivars and unravelling
potential anti-COVID-19 metabolites

Elattar M. M., Hammoda H. M., Ghareeb D. A, El-Hosseny M. F., Seadawy M. G., CELIK I, Darwish R. S.,, Dawood H. M.
South African Journal of Botany, vol.162, pp.885-900, 2023 (SCI-Expanded)

Effects of algerian nettle (Urtica dioica L.) on benign prostatic hyperplasia and their mechanism of
action elucidation: in vivo and in silico approaches.

Bougueroua K, Boufadi M. Y., Latreche B,, Celik ., Guerrero Gonzalez M., Doubbi Bounoua A., Bouras S., Eissa A,
Zoeir A.

Natural product research, pp.1-11, 2023 (SCI-Expanded)

The depsidones from marine sponge-derived fungus Aspergillus unguis IB151 as an anti-MRSA



XXVIIIL

XXIX.

XXX

XXXII.

XXXIIL.

XXXIV.

XXXV.

XXXVI.

XXXVIL

XXXVIIL

XXXIX.

agent: Molecular docking, pharmacokinetics analysis, and molecular dynamic simulation studies
Handayani D., Aminah L, Pontana Putra P., Eka Putra A, Arbain D., Satriawan H., Efdi M., CELIK I., Ekawati Tallei T.
Saudi Pharmaceutical Journal, vol.31, no.9, 2023 (SCI-Expanded)

Epigallocatechin-3-Gallate Therapeutic Potential in Cancer: Mechanism of Action and Clinical
Implications.

Kciuk M., Alam M,, Ali N., Rashid S., Gtowacka P., Sundaraj R,, Celik I, Yahya E. B., Dubey A., Zerroug E., et al.
Molecules (Basel, Switzerland), vol.28, no.13, 2023 (SCI-Expanded)
Pyrazolo[4,3-e]tetrazolo[1,5-b][1,2,4]triazine Sulfonamides as an Important Scaffold for Anticancer
Drug Discovery-In Vitro and In Silico Evaluation.

Kciuk M., Marciniak B., Celik I, Zerroug E., Dubey A, Sundaraj R.,, Mujwar S., Bukowski K., Mojzych M., Kontek R.
International journal of molecular sciences, vol.24, no.13, 2023 (SCI-Expanded)

Design, synthesis, molecular docking and biological evaluation of 1,2,4-triazole derivatives
possessing a hydrazone moiety as anti-breast cancer agents

Tapera M., Kekegmuhammed H., Tunc C. U,, Kutlu A. U, CELIK I,, Zorlu Y., AYDIN 0., SARIPINAR E.

New Journal of Chemistry, vol.47, no.24, pp.11602-11614, 2023 (SCI-Expanded)

Phytochemical Composition, In Vitro Antimicrobial, Antioxidant, and Enzyme Inhibition Activities,
and In Silico Molecular Docking and Dynamics Simulations of Centaurea lycaonica: A Computational
and Experimental Approach.

Fatullayev H., Pasayeva L., Celik I, ince U., Tugay O.

ACS omega, vol.8, no.25, pp.22854-22865, 2023 (SCI-Expanded)

Forecasting of potential anti-inflammatory targets of some immunomodulatory plants and their
constituents using in vitro, molecular docking and network pharmacology-based analysis.

Khairy A., Ghareeb D. A, Celik i, Hammoda H. M., Zaatout H. H,, Ibrahim R. S.

Scientific reports, vol.13, no.1, pp.9539, 2023 (SCI-Expanded)

Exploring the structural, photophysical and optoelectronic properties of a diaryl heptanoid
curcumin derivative and identification as a SARS-CoV-2 inhibitor

Archana V. P., Armakovi¢ S. ], Armakovié¢ S., Celik I,, Bhagyasree J., Dinesh Babu K., Rudrapal M., Divya I. S., Pillai R.
R.

JOURNAL OF MOLECULAR STRUCTURE, vol.1281, pp.1-16, 2023 (SCI-Expanded)

New benzimidazole-oxadiazole derivatives: Synthesis, a-glucosidase, a-amylase activity, and
molecular modeling studies as potential antidiabetic agents

ACAR CEVIK U, CELIK I, PASHAYEVA L., FATULLAYEV H., BOSTANCI H. E,, 0ZKAY Y., KAPLANCIKLI Z. A.

Archiv der Pharmazie, vol.356, no.5, 2023 (SCI-Expanded)

Beta Elemene induces cytotoxic effects in FLT3 ITD-mutated acute myeloid leukemia by modulating
apoptosis.

Alafnan A, Dogan R, Bender O, Celik I, Mollica A,, Malik J. A, Rengasamy K. R. R,, Break M. K. B., Khojali W. M. A,
Alharby T. N,, et al.

European review for medical and pharmacological sciences, vol.27, no.8, pp.3270-3287, 2023 (SCI-Expanded)
Study of nonlinear optical responses of phytochemicals of Clitoria ternatea by quantum mechanical
approach and investigation of their anti-Alzheimer activity with in silico approach

Lakhera S, Devlal K,, Rana M., GELIK 1.

STRUCTURAL CHEMISTRY, vol.34, no.2, pp.439-454, 2023 (SCI-Expanded)

New imidazole derivatives as aromatase inhibitor: Design, synthesis, biological activity, molecular
docking, and computational ADME-Tox studies

Cetiner G., Acar Cevik U, Celik I,, Bostanc1 H. E., Ozkay Y., Kaplancikh Z. A.

JOURNAL OF MOLECULAR STRUCTURE, vol.1278, pp.1-9, 2023 (SCI-Expanded)

Substances of Natural Origin in Medicine: Plants vs. Cancer.

Gieleciriska A., Kciuk M., Mujwar S., Celik I, Kotat D., Katuzifiska-Kotat Z., Kontek R.

Cells, vol.12, no.7, 2023 (SCI-Expanded)

Synthesis, biological evaluation, and molecular modeling studies of new 1,3,4-thiadiazole derivatives

as potent antimicrobial agents.



XL.

XLL

XLIIL

XLIIL.

XLIV.

XLV.

XLVI.

XLVIL

XLVIIL

XLIX.

LL

LIL

Acar Cevik U, Celik L, ince U, Maryam Z., Ahmad I,, Patel H., Ozkay Y., Kaplancikl Z. A.

Chemistry & biodiversity, vol.20, no.3, 2023 (SCI-Expanded)

Design, Synthesis, In Silico and POM Studies for the Identification of the Pharmacophore Sites of
Benzylidene Derivatives

Hosen M. I, Mukhrish Y. E., Jawhari A. H,, CELIK I, EROL M., Abdallah E. M., Al-Ghorbani M., Baashen M., Almalki F.
A, Laaroussi H,, et al.

Molecules, vol.28, no.6, 2023 (SCI-Expanded)

Vanillin-Based Indolin-2-one Derivative Bearing a Pyridyl Moiety as a Promising Anti-Breast Cancer
Agent via Anti-Estrogenic Activity

Bender 0., CELIK I, Dogan R, ATALAY A, Shoman M. E, Ali T. F. S, Beshr E. A. M,, Mohamed M,, Alaaeldin E., Shawky
A.M, etal

ACS Omega, vol.8, no.7, pp.6968-6981, 2023 (SCI-Expanded)

PD-1/PD-L1 and DNA Damage Response in Cancer

Kciuk M., Kotat D., Katuzifiska-Kotat Z., Gawrysiak M., Drozda R, Celik I., Kontek R.

CELLS, vol.12, no.4, pp.1-31, 2023 (SCI-Expanded)

Doxorubicin—An Agent with Multiple Mechanisms of Anticancer Activity

Kciuk M., Gielecifiska A., Mujwar S., Kotat D., Katuziiska-Kotat Z,, Celik I., Kontek R.

CELLS, vol.12, no.4, pp.1-30, 2023 (SCI-Expanded)

DFT and MD investigations of the biomolecules of phenothiazine derivatives: interactions with gold
and water molecules and investigations in search of effective drug for SARS-CoV-2.

Al-Otaibi . S, Mary Y. S, Mary S, Trivedi R, Chakraborty B., Yadav R, Celik i,, Soman S.

Journal of biomolecular structure & dynamics, vol.41, no.10, pp.4522-4533, 2023 (SCI-Expanded)
New2-((2-(2,4-dinitrophenyl)hydrazineeylidene) derivatives: design, synthesis, in silico, and in vitro
anticancer studies.

Sajjan V. P., Anigol L. B,, Gurubasavaraj P. M,, Patil D., Patil P. S.,, Gummagol N. B, Quah C. K, Wong Q. A,, Celik I.
Journal of biomolecular structure & dynamics, vol.41, no.21, pp.11681-11699, 2023 (SCI-Expanded)

Synthesis, molecular docking, molecular dynamics and evaluation of Drug-Likeness properties of the
fused N-Formyl pyrazoline substituted new dehydroepiandrosterone derivatives

Capan I, Shehu A, SertY,, Celik I, Erol M., Koca I, Servi S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.41, no.6, pp.2492-2503, 2023 (SCI-Expanded)
Design, synthesis, molecular modeling, DFT, ADME and biological evaluation studies of some new
1,3,4-oxadiazole linked benzimidazoles as anticancer agents and aromatase inhibitors

CEVIK U. A, GELIK I, Isik A, Ahmad I, Patel H., 0ZKAY Y., KAPLANCIKLI Z. A.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.41, no.5, pp.1944-1958, 2023 (SCI-Expanded)
COMPREHENSIVE ANALYSIS ON COTINUS COGGYGRIA SCOP. LEAVES: PHYTOCHEMICAL
CHARACTERIZATION, BIOLOGICAL PROFILE AND DOCKING STUDIES

SEKER KARATOPRAK G, Kili¢ G., CELIK I, ILGUN S., KONGUL SAFAK E., Kosar M.

Studia Universitatis Babes-Bolyai Chemia, vol.2023, no.4, pp.71-92, 2023 (SCI-Expanded)

In Vitro and in Silico Evaluation of Some New 1H-Benzimidazoles Bearing Thiosemicarbazide and
Triazole as Epidermal Growth Factor Receptor Tyrosine Kinase Inhibitor

CELIK 1., Ayhan-Kilcigil G.,, GUVEN B., Kara Z., Onay-Besikci A.

POLYCYCLIC AROMATIC COMPOUNDS, vol.43, no.1, pp.444-455, 2023 (SCI-Expanded)

Identification and in-vitro analysis of potential proteasome inhibitors targeting PSMB5 for multiple
myeloma

Yadav R, Nath U. K, Celik i,, Handu S., Jain N., Dhamija P.

BIOMEDICINE AND PHARMACOTHERAPY, vol.157,n0.113963, pp.1-11, 2023 (SCI-Expanded)

Computational Investigation of the Interaction of Novel Indene Methylene Analogues with
Acetylcholinesterase from Both Dynamic and Thermodynamic Perspectives

Gupta S. M,, Jain N. K, Yadav R,, Erol M,, Celik I, Gupta M., Behera A.

LETTERS IN DRUG DESIGN & DISCOVERY, vol.20, no.12, pp.1911-1921, 2023 (SCI-Expanded)

Resveratrol and Its Natural Analogues Inhibit RNA Dependant RNA Polymerase (RdRp) of Rhizopus



oryzae in Mucormycosis through Computational Investigations
CELIK i, Rudrapal M., Yadalam P. K., Chinnam S., Balaji T. M., Varadarajan S., Khan ]., Patil S., Walode S. G., Panke D.
POLYCYCLIC AROMATIC COMPOUNDS, vol.43, no.5, pp.4426-4443, 2023 (SCI-Expanded)

LIII. Benzimidazole-hydrazone derivatives: Synthesis, in vitro anticancer, antimicrobial, antioxidant
activities, in silico DFT and ADMET studies
ISIK A., Acar Cevik U., CELIK 1., BOSTANCI H. E,, Karayel A, Giindogdu G., INCE U,, Kocak A.,, Ozkay Y., Kaplancikh Z. A.
Journal of Molecular Structure, vol.1270, 2022 (SCI-Expanded)

LIV. Synthesis, Molecular Docking, Dynamics, Quantum-Chemical Computation, and Antimicrobial Activity
Studies of Some New Benzimidazole-Thiadiazole Hybrids.

Celik I, Cevik U. A, Karayel A, Isik A, Kayis U,, Giil U. D., Bostanci H. E., Konca S. F., Ozkay Y., Kaplancikl Z. A.
ACS omega, vol.7, n0.50, pp.47015-47030, 2022 (SCI-Expanded)

LV. Computational prediction of the effect of mutations in the receptor-binding domain on the
interaction between SARS-CoV-2 and human ACE2
Celik I, Khan A, Dwivany F. M., Wei D., Tallei T. E.

MOLECULAR DIVERSITY, vol.26, no.6, pp.3309-3324, 2022 (SCI-Expanded)

LVI. Synthesis and Molecular Docking of New N-Acyl Hydrazones-Benzimidazole as hCA I and II
Inhibitors
Cevik U. A, Kiigiikoglu K., Nadaroglu H,, Celik I, Isik A., Bostana1 H. E., Ozkay Y., Kaplancikli Z. A.

MEDICINAL CHEMISTRY, vol.19, pp.1-6, 2022 (SCI-Expanded)

LVII. Evaluation of the Chemical Composition, Antioxidant and Antidiabetic Activity of Rhaponticoides
iconiensis Flowers: Effects on Key Enzymes Linked to Type 2 Diabetes In Vitro, In Silico and on
Alloxan-Induced Diabetic Rats In Vivo.

Pasayeva L., Fatullayev H,, Celik I, Unal G., Bozkurt N. M., Tugay O., Abdellattif M. H.
Antioxidants (Basel, Switzerland), vol.11, no.11, 2022 (SCI-Expanded)

LVIII. Synthesis, characterization, molecular docking, dynamics simulations, and in silico absorption,
distribution, metabolism, and excretion (ADME) studies of new thiazolylhydrazone derivatives as
butyrylcholinesterase inhibitors
Isik A, GEVIK U. A, GELIK I, Ercetin T, KOCAK A, 0ZKAY Y., KAPLANCIKLI Z. A.

ZEITSCHRIFT FUR NATURFORSCHUNG SECTION C-A JOURNAL OF BIOSCIENCES, vol.77, no.11, pp.447-457, 2022
(SCI-Expanded)

LIX. Quantum mechanical, virtual screening, molecular docking, molecular dynamics, ADME and
antimicrobial activity studies of some new indole-hydrazone derivatives as potent agents against E.
faecalis
EROL M,, CELIK I, INCE U, FATULLAYEV H., UZUNHISARCIKLI E., PUSKULLU M. 0.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.40, no.17, pp.8112-8126, 2022 (SCI-Expanded)

LX. Discovery of oxindole-based FLT3 inhibitors as a promising therapeutic lead for acute myeloid
leukemia carrying the oncogenic ITD mutation
Bender 0., Shoman M. E, Ali T. F. S, Dogan R,, Gelik I., Mollica A, Hamed M. I. A, Aly O. M., Alamri A, Alanazi |, et al.
ARCHIV DER PHARMAZIE, vol.2022, n0.e2200407, pp.1-20, 2022 (SCI-Expanded)

LXI. Analgesic and Anti-Inflammatory Potential of Indole Derivatives
Rudrapal M,, Gelik i., Chinnam S., Cevik U. A,, Tallei T. E., Nizam A, Joy F., Abdellattif M. H., Walode S. G.
POLYCYCLIC AROMATIC COMPOUNDS, vol.0, no.0, pp.1-22, 2022 (SCI-Expanded)

LXIl. Discovery of potential natural dihydroorotate dehydrogenase inhibitors and their synergism with
brequinar via integrated molecular docking, dynamic simulations and in vitro approach
Khairy A, Hammoda H. M, Celik I,, Zaatout H. H., Ibrahim R. S.

SCIENTIFIC REPORTS, vol.12, n0.19037, pp.1-30, 2022 (SCI-Expanded)

LXIII. Synthesis and investigations of reactive properties, photophysical properties and biological
activities of a pyrazole-triazole hybrid molecule
Karrouchi K, GELIK I, Fettach S., Karthick T., Bougrin K., Radi S., Faouzi M. E. A, Ansar M., Renjith R.

Journal of Molecular Structure, vol.1265, 2022 (SCI-Expanded)

LXIV. Synthesis, molecular modeling, 3D-QSAR and biological evaluation studies of new benzimidazole



LXV.

LXVL

LXVIL

LXVIIL

LXIX.

LXX.

LXXI.

LXXIL

LXXIIL

LXXIV.

LXXV.

LXXVI.

derivatives as potential MAO-A and MAO-B inhibitors

EROL M., CELIK 1, Saglik B. N., Karayel A., Mellado M., Mella .

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

Design, synthesis and molecular docking studies of novel benzimidazole-1,3,4-oxadiazole hybrids for
their carbonic anhydrase inhibitory and antioxidant effects

Kucukoglu K, Cevik U. A, NADAROGLU H,, CELIK I, Isik A, BOSTANCI H. E., Ozkay Y., Kaplancikli Z. A.

MEDICINAL CHEMISTRY RESEARCH, vol.31, no.10, pp.1771-1782, 2022 (SCI-Expanded)

Virtual Screening, Molecular Docking, Molecular Dynamics and ADMET Studies on the OTU Protease
of Crimean-Congo Hemorrhagic Fever Virus

Yildirim M., Celik I.

ChemistrySelect, vol.7, no.35, 2022 (SCI-Expanded)

Synthesis, and docking studies of novel tetrazole-S-alkyl derivatives as antimicrobial agents

Acar Cevik U, Celik I, Isik A, Giil U. D., Bayazit G., Bostanc1 H. E., Ozkay Y., Kaplancikh Z. A.

PHOSPHORUS, SULFUR AND SILICON AND THE RELATED ELEMENTS, vol.0, no.0, pp.1-8, 2022 (SCI-Expanded)
Anti-quorum sensing, antibiofilm, and antibacterial activities of extracts of Centella asiatica L. leaves,
and in vitro derived leaves-calli through tissue culture: a potential for biofouling-prevention

Khan M. A, Khan H. M,, Ganie L. B, Kumar S., Shahzad A., Celik I., Shahid M.

BIOFOULING, vol.38, no.7, pp.715-728, 2022 (SCI-Expanded)

Design, Synthesis, in Vitro and in Silico Studies of Benzimidazole-Linked Oxadiazole Derivatives as
Anti-inflammatory Agents

CELIK i, YILMAZ SARIALTIN S., COBAN T., KILCIGIL G.

CHEMISTRYSELECT, vol.7, no.28, 2022 (SCI-Expanded)

Novel Benzimidazole-Based Compounds as Antimicrobials: Synthesis, Molecular Docking, Molecular
Dynamics and in silico ADME Profile Studies

YESILCAYIR E,, CELIK i, $en H. T, Giirpmar S. S., ERYILMAZ M, Kilcigil G.

Acta chimica Slovenica, vol.69, no.2, pp.419-429, 2022 (SCI-Expanded)

An Insight Based on Computational Analysis of the Interaction between the Receptor-Binding
Domain of the Omicron Variants and Human Angiotensin-Converting Enzyme 2.

Celik I,, Abdellattif M. H., Tallei T. E.

Biology, vol.11, no.5, 2022 (SCI-Expanded)

Design, Synthesis, and Molecular Modeling Studies of a Novel Benzimidazole as an Aromatase
Inhibitor

Cevik U. A, Celik I, Mella J., Mellado M., Ozkay Y., Kaplancikh Z. A.

ACS OMEGA, vol.7, no.18, pp.16152-16163, 2022 (SCI-Expanded)

Phytocompounds as potential inhibitors of SARS-CoV-2 Mpro and PLpro through computational
studies.

Rudrapal M,, Celik i., Chinnam S., Azam Ansari M., Khan J., Alghamdi S., Almehmadi M., Zothantluanga J. H., Khairnar
S.J.

Saudi journal of biological sciences, vol.29, no.5, pp.3456-3465, 2022 (SCI-Expanded)

Phytochemical profile, antioxidant, antiproliferative, and enzyme inhibition-docking analyses of
Salvia ekimiana Celep & Dogan

Karatoprak G., Goger F., Gelik i., Budak U., Akkol E. K., Aschner M.

SOUTH AFRICAN JOURNAL OF BOTANY, vol.146, pp.36-47, 2022 (SCI-Expanded)

Identification of bioactive molecules from Triphala (Ayurvedic herbal formulation) as potential
inhibitors of SARS-CoV-2 main protease (Mpro) through computational investigations

Rudrapal M., GELIK I, Khan J.,, Ansari M. A,, Alomary M. N,, Yadav R,, Sharma T., Tallei T. E., Pasala P. K., Sahoo R. K,
etal.

Journal of King Saud University - Science, vol.34, no.3, 2022 (SCI-Expanded)

Synthesis, Molecular Docking, and DFT Studies of Some New 2,5-Disubstituted Benzoxazoles as
Potential Antimicrobial and Cytotoxic Agents

EROL M., CELIK I, UZUNHISARCIKLI E., Kuyucuklu G.



LXXVII.

LXXVIIL

LXXIX.

LXXX.

LXXXI.

LXXXII.

LXXXIIL

LXXXIV.

LXXXV.

LXXXVI.

LXXXVIL

LXXXVIIL

POLYCYCLIC AROMATIC COMPOUNDS, vol.42, no.4, pp.1679-1696, 2022 (SCI-Expanded)

In VitroandIn SilicoStudies of Quinoline-2-Carbaldehyde Hydrazone Derivatives as Potent
Antimicrobial Agents

CELIK i, EROL M., PUSKULLU M. 0., UZUNHISARCIKLI E., INCE U.,, Kuyucuklu G., Suzen S.

POLYCYCLIC AROMATIC COMPOUNDS, vol.42, no.4, pp.1942-1958, 2022 (SCI-Expanded)

A computational comparative analysis of the binding mechanism of molnupiravir's active metabolite
to RNA-dependent RNA polymerase of wild-type and Delta subvariant AY.4 of SARS-CoV-2

CELIK I, Tallei T. E.

JOURNAL OF CELLULAR BIOCHEMISTRY, vol.123, no.4, pp.807-818, 2022 (SCI-Expanded)

Synthesis, molecular modeling, quantum mechanical calculations and ADME estimation studies of
benzimidazole-oxadiazole derivatives as potent antifungal agents

Cevik U. A, CELIK I, Isik A, Pillai R. R,, Tallei T. E., Yadav R., Ozkay Y., Kaplancikli Z. A.

Journal of Molecular Structure, vol.1252, 2022 (SCI-Expanded)

Synthesis and molecular modelling of thiadizole based hydrazone derivatives as acetylcholinesterase
and butyrylcholinesterase inhibitory activities.

Isik A, Acar Cevik U, Karayel A,, Celik I, Ergetin T., Kocak A,, ﬁzkay Y., Kaplancikl Z. A.

SAR and QSAR in environmental research, vol.33, pp.193-214, 2022 (SCI-Expanded)

Evaluation of Activity of Some 2,5-Disubstituted Benzoxazole Derivatives against
Acetylcholinesterase, Butyrylcholinesterase and Tyrosinase: ADME Prediction, DFT and Comparative
Molecular Docking Studies

CELIK i, EROL M., Temiz Arpaci 0., SENOL DENiIZ F. S, ERDOGAN ORHAN 1.

POLYCYCLIC AROMATIC COMPOUNDS, vol.42, no.2, pp.412-423, 2022 (SCI-Expanded)

Design, Synthesis, Molecular Docking, Molecular Dynamics and In Vivo Antimalarial Activity of New
Dipeptide-Sulfonamides

Ezugwu J. A, Okoro U. C., Ezeokonkwo M. A, Hariprasad K. S., Rudrapal M., Ugwu D., Gogoi N., Chetia D., CELIK I,,
Ekoh 0. C.

CHEMISTRYSELECT, vol.7, no.5, 2022 (SCI-Expanded)

Synthesis, molecular docking, in silico ADME, and EGFR kinase inhibitor activity studies of some new
benzimidazole derivatives bearing thiosemicarbazide, triazole, and thiadiazole

CELIK i,, Ayhan-Kilcigil G., Karayel A.,, GUVEN B., Onay-Besikci A.

JOURNAL OF HETEROCYCLIC CHEMISTRY, vol.59, no.2, pp.371-387, 2022 (SCI-Expanded)
Coumarin-Resveratrol-Inspired Hybrids as Monoamine Oxidase B Inhibitors: 3-Phenylcoumarin
versus trans-6-Styrylcoumarin

Mellado M., Gonzalez C., Mella J., Aguilar L. F., GELIK i, Borges F., Uriarte E., Delogu G., Vifia D., Matos M. ].
Molecules, vol.27, no.3, 2022 (SCI-Expanded)

In silico evaluation of potential inhibitory activity of remdesivir, favipiravir, ribavirin and galidesivir
active forms on SARS-CoV-2 RNA polymerase

CELIK I, EROL M., Duzgun Z.

MOLECULAR DIVERSITY, vol.26, no.1, pp.279-292, 2022 (SCI-Expanded)

Fruit Bromelain-Derived Peptide Potentially Restrains the Attachment of SARS-CoV-2 Variants to
hACE2: A Pharmacoinformatics Approach

Tallei T. E., Fatimawali F., Adam A. A, Elseehy M. M,, El-Shehawi A. M., Mahmoud E. A, Tania A. D., Niode N.]J,
Kusumawaty D., Rahimah S,, et al.

Molecules, vol.27, no.1, 2022 (SCI-Expanded)

Investigation of reactive properties, adsorption on fullerene, DFT, molecular dynamics simulation of
an anthracene derivative targeting dihydrofolate reductase and human dUTPase

Mary Y. S, Mary Y. S.,, Armakovic S., Armakovic S. ], Yadav R, CELIK I, Razavi R.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.40, no.21, pp.10952-10961, 2022 (SCI-Expanded)

A comprehensive exploration of pharmacological properties, bioactivities and inhibitory potentiality
of luteolin from <i>Tridax procumbens</i> as anticancer drug by in-silico approach.

Lakhera S, Rana M., Devlal K., GELIK I,, Yadav R.



LXXXIX.

XC.

XCL

XCIL

XCIIL

XCIV.

XCV.

XCVI.

XCVIL

XCVIIL

XCIX.

Structural chemistry, vol.33, no.3, pp.703-719, 2022 (SCI-Expanded)

Design of benzimidazoles, benzoxazoles, benzothiazoles and thiazolopyridines as leukotriene A4
hydrolase inhibitors through 3D-QSAR, docking and molecular dynamics

Lorca M., Faiindez M., Pessoa-Mahana D., Recabarren-Gajardo G., Diethelm-Varela B., Millan D., Celik i., Mellado M.,
Araque L, Mella |, et al.

JOURNAL OF THE SERBIAN CHEMICAL SOCIETY, vol.88, no.00, pp.25-39, 2022 (SCI-Expanded)

Integrated in silico - in vitro strategy for the discovery of potential xanthine oxidase inhibitors from
Egyptian propolis and their synergistic effect with allopurinol and febuxostat

Ghallab D. S., Shawky E., Metwally A. M., CELIK I, Ibrahim R. S,, Mohyeldin M. M.

RSC ADVANCES, vol.12, no.5, pp.2843-2872, 2022 (SCI-Expanded)

Antidiabetic bioactive compounds from Tetrastigma angustifolia (Roxb.) Deb and Oxalis debilis
Kunth.: Validation of ethnomedicinal claim by in vitro and in silico studies

Junejo J. A, Zaman K., Rudrapal M., CELIK i, Attah E. L.

SOUTH AFRICAN JOURNAL OF BOTANY, vol.143, pp.164-175, 2021 (SCI-Expanded)

Appraisal of bioactive compounds of betel fruit as antimalarial agents by targeting plasmepsin 1 and
2: A computational approach

Fatimawali F., Tallei T. E., Kepel B. J., Alorabi M., El-Shehawi A. M., Bodhi W., Tumilaar S. G., GELIK I., Mostafa-Hedeab
G. Mohamed A. A, etal.

Pharmaceuticals, vol.14, no.12, 2021 (SCI-Expanded)

Synthesis, quantum mechanical calculations, antimicrobial activities and molecular docking studies
of five novel 2,5-disubstituted benzoxazole derivatives

Temiz-Arpaci O, Zeyrek C. T,, Arisoy M., EROL M,, Celik I,, Kaynak-Onurdag F.

JOURNAL OF MOLECULAR STRUCTURE, vol.1245, 2021 (SCI-Expanded)

Synthesis, NMR, X-ray crystallography and DFT studies of some regioisomers possessing imidazole
heterocycles

PUSKULLU M. 0., Doganc F., Ozden S., SAHIN E., GELIK 1., Goker H.

Journal of Molecular Structure, vol.1243, 2021 (SCI-Expanded)

Molecular docking, DFT analysis, and dynamics simulation of natural bioactive compounds targeting
ACE2 and TMPRSS2 dual binding sites of spike protein of SARS CoV-2

Yadav R, Hasan S., Mahato S., CELIK i, Mary Y., Kumar A, Dhamija P., Sharma A, Choudhary N., Chaudhary P.K, et
al.

Journal of Molecular Liquids, vol.342, 2021 (SCI-Expanded)

In silico and in vitro evaluation of the antimicrobial potential of bacillus cereus isolated from apis
dorsata gut against neisseria gonorrhoeae

Niode N. ], Adji A, Rimbing J., Tulung M., Alorabi M., El-Shehawi A. M,, Idroes R., CELIK ., Fatimawali F., Adam A. A,
etal.

Antibiotics, vol.10, no.11, 2021 (SCI-Expanded)

Interactions of the receptor binding domain of sars-cov-2 variants with hace2: Insights from
molecular docking analysis and molecular dynamic simulation

CELIK I, Yadav R., Duzgun Z., Albogami S., El-Shehawi A. M., Fatimawali F., Idroes R., Tallei T. E., Emran T. B.
Biology, vol.10, no.9, 2021 (SCI-Expanded)

In Silico Evaluation of Iranian Medicinal Plant Phytoconstituents as Inhibitors against Main Protease
and the Receptor-Binding Domain of SARS-CoV-2

Mousavi S. S., Karami A., Haghighi T. M., Tumilaar S. G., Fatimawali F., Idroes R,, Mahmud S., CELIK I,, AGAGUNDUZ
D, Tallei T. E, etal

MOLECULES, vol.26, no.18, 2021 (SCI-Expanded)

Approach to the mechanism of action of hydroxychloroquine on SARS-CoV-2: a molecular docking
study

Celik K., Onay-Besikci A., Ayhan-Kilcigil G.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.39, no.15, pp.5792-5798, 2021 (SCI-Expanded)

An Analysis Based on Molecular Docking and Molecular Dynamics Simulation Study of Bromelain as



CL

CIL

CIIL

CIV.

Cv.

CVIL

CVIL

CVIIL

CIX.

CX.

CXL

CXIL

Anti-SARS-CoV-2 Variants

Tallei T. E., Fatimawali F., Yelnetty A., Idroes R., Kusumawaty D., Emran T. B,, Yesiloglu T. Z., Sippl W., Mahmud S,
Algahtani T, etal.

Frontiers in Pharmacology, vol.12, 2021 (SCI-Expanded)

Stability and reactivity study of bio-molecules brucine and colchicine towards electrophile and
nucleophile attacks: Insight from DFT and MD simulations

Mary Y. S., Mary Y. S., Armakovi¢ S., Armakovi¢ S. J., Yadav R, GELIK I, Mane P., Chakraborty B.

Journal of Molecular Liquids, vol.335, 2021 (SCI-Expanded)

DFT, docking, MD simulation, and vibrational spectra with SERS analysis of a benzoxazole derivative:
an anti-cancerous drug

Sheena Mary Y., Shyma Mary Y., Temiz-Arpaci O., Yadav R., CELIK 1.

CHEMICAL PAPERS, vol.75, no.8, pp.4269-4284, 2021 (SCI-Expanded)

Molecular modeling, density functional theory, ADME prediction and antimicrobial activity studies of
2-(substituted)oxazolo[4,5-b]pyridine derivatives

CELIK i, EROL M., Kuyucuklu G.

NEW JOURNAL OF CHEMISTRY, vol.45, no.25, pp.11108-11118, 2021 (SCI-Expanded)

Design, synthesis, molecular docking, density functional theory and antimicrobial studies of some
novel benzoxazole derivatives as structural bioisosteres of nucleotides

EROL M, CELIK I, Temiz-Arpaci 0., Kaynak-Onurdag F., Okten S.

JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, vol.39, no.9, pp.3080-3091, 2021 (SCI-Expanded)
Synthesis, Molecular Docking, Molecular Dynamics, DFT and Antimicrobial Activity Studies of 5-
substituted-2-(p-methylphenyl)benzoxazole Derivatives

EROL M., CELIK ., Kuyucuklu G.

JOURNAL OF MOLECULAR STRUCTURE, vol.1234, 2021 (SCI-Expanded)

Modeling the structural and reactivity properties of hydrazono methyl-4H-chromen-4-one
derivatives-wavefunction-dependent properties, molecular docking, and dynamics simulation
studies.

Mary Y.S., Mary Y. S, Resmi K. S., Sarala S., Yadav R,, Celik I.

Journal of molecular modeling, vol.27, pp.186, 2021 (SCI-Expanded)

Synthesis, in vitro antiprotozoal activity, molecular docking and molecular dynamics studies of some
new monocationic guanidinobenzimidazoles.

Doganc F,, Celik I, Eren G., Kaiser M., Brun R., Goker H.

European journal of medicinal chemistry, vol.221, pp.113545, 2021 (SCI-Expanded)

Theoretical investigation on the reactive and interaction properties of sorafenib - DFT, AIM,
spectroscopic and Hirshfeld analysis, docking and dynamics simulation

Mary Y.S., Mary Y. S, Rad A. S., Yadav R, GELIK I,, Sarala S.

Journal of Molecular Liquids, vol.330, 2021 (SCI-Expanded)

Investigation of reactive properties of an antiviral azatricyclo derivative-KDFT, MD and docking
simulations

Mary Y. S., Mary Y. S., Armakovié¢ S., Armakovié S. ], Pakosinska-Parys M., Yadav R., GELIK 1.

Journal of Molecular Structure, vol.1230, 2021 (SCI-Expanded)

A Comprehensive Review of the Potential Use of Green Tea Polyphenols in the Management of
COVID-19

Tallei T. E., Fatimawali F., Niode N. J., Idroes R, Zidan B. M. R. M., Mitra S., CELIK i,, Nainu F., AGAGUNDUZ D., Emran
T. B, etal.

Evidence-based Complementary and Alternative Medicine, vol.2021, 2021 (SCI-Expanded)
1H-Benzimidazole-5-carboxamidine derivatives: design, synthesis, molecular docking, DFT and
antimicrobial studies

EROL M., CELIK I, Temiz-Arpaci O., Goker H., Kaynak-Onurdag F., Okten S.

NEW JOURNAL OF CHEMISTRY, vol.44, no.48, pp.21309-21317, 2020 (SCI-Expanded)

Synthesis, molecular docking and ADME prediction of some new benzimidazole carboxamidines



derivatives as antimicrobial agents
EROL M., CELIK 1., Temiz-Arpaci 0., Goker H., Kaynak-Onurdag F., Okten S.
MEDICINAL CHEMISTRY RESEARCH, vol.29, no.11, pp.2028-2038, 2020 (SCI-Expanded)
CXIII. Antimicrobial and antiproliferative activity studies of some new quinoline-3-carbaldehyde
hydrazone derivatives
PUSKULLU M. 0., CELIK I, EROL M., FATULLAYEV H., UZUNHISARCIKLI E., Kuyucuklu G.
Bioorganic Chemistry, vol.101, 2020 (SCI-Expanded)
CXIV. Design, synthesis and docking studies of benzimidazole derivatives as potential EGFR inhibitors
Celik I,, Ayhan-Kilcigil G., Guven B, Kara Z., Gurkan-Alp A. S, Karayel A, Onay-Besikci A.
European Journal of Medicinal Chemistry, vol.173, pp.240-249, 2019 (SCI-Expanded)

Articles Published in Other Journals

I. Unveiling the immunomodulatory mechanisms of pineapple metabolites: A multi-modal
computational analysis using network pharmacology, molecular docking, and molecular dynamics
simulation
Tallei T., Fatimawali F., Yelnetty A., Niode N., Kusumawaty D., Idroes R., Celik I, Emran T.

Journal of Advanced Biotechnology and Experimental Therapeutics, vol.7, no.1, pp.1-22, 2024 (Scopus)
I. A computational simulation appraisal of banana lectin as a potential anti-SARS-CoV-2 candidate by
targeting the receptor-binding domain.
Hessel S. S., Dwivany F. M,, Zainuddin I. M., Wikantika K., Celik I, Emran T. B., Tallei T. E.
Journal, genetic engineering & biotechnology, vol.21, no.1, pp.148, 2023 (ESCI)
III. 4’-fluorouridine as a potential COVID-19 oral drug?: a review
Abas A. H,, Tallei T. E., Fatimawali F., Celik I., Alhumaydhi F. A, Emran T. B,, Dhama K, Rabaan A. A, Garout M. A,
Halwani M. A, et al.
F1000 RESEARCH, vol.11, no.410, pp.1-20, 2023 (Scopus)
IV. Design, docking, MD simulation and in-silco ADMET prediction studies of novel indolebased
benzamides targeting estrogen receptor alfa positive for effective breast cancer therapy
Warude B. ], Wagh S. N, Chatpalliwar V. A, YILDIRIM M., CELIK i, Rudrapal M., Khan ., Chinnam S., Garud A. A,,
Neharkar V. S.
Pharmacia, vol.70, no.2, pp.307-316, 2023 (ESCI)

V. SARS-CoV-2 Infection may be Prevented with Cytochrome Inhibitors: Cobicistat and Ritonavir
Celik I, Giilten E., Besikci A., Cinar G., Akdemir Kalkan I, Kilcigil G., Memikoglu K. O., Birengel M. S., Azap A.
Infectious diseases and clinical microbiology (Online), vol.2022, no.4, pp.185-191, 2022 (ESCI)

VI. 4'-fluorouridine and its derivatives as potential COVID-19 oral drugs: a review
Abas A. H,, Tallei T. E., Fatimawali F., CELIK I., Alhumaydhi F. A, Emran T. B, Dhama K, Rabaan A, Garout M.,
Halwani M. A, et al.

F1000Research, vol.11, 2022 (Scopus)

VII. VIRTUAL SCREENING AND MOLECULAR DOCKING ANALYSIS ON THREE SARS-COV-2 DRUG TARGETS
BY MULTIPLE COMPUTATIONAL APPROACH GCOKLU HESAPLAMALI YAKLASIMLA ¢ SARS-COV-2 iLAC
HEDEFLERI UZERINDE SANAL TARAMA VE MOLEKULER DOKiNG ANALIZi
CELIK I, EROL M., UZUNHISARCIKLI E., INCE U.

Ankara Universitesi Eczacilik Fakultesi Dergisi, vol.46, no.2, pp.376-392, 2022 (Scopus)

VIII. Synthesis, molecular docking, in silico ADME and antimicrobial activity studies of some new
benzimidazole-triazole derivatives
Evren A. E,, Celik I, Cevik U. A.

Cumbhuriyet Science Journal, vol.42, no.4, pp.795-805, 2021 (Peer-Reviewed Journal)

IX. Bazi Yeni 2,5-Disiibstitiie Benzoksazol Tiirevlerinin Sentezi, Antimikrobiyal Aktivite, Molekiiler
Doking ve DFT Caligmalari
Erol M,, Gelik I., Kuyucuklu G.



Avrupa Bilim ve Teknoloji Dergisi, no.27, pp.605-614, 2021 (Peer-Reviewed Journal)
X. Molecular docking and dynamics simulations study of selected phytoconstituents of “pangi”
(Pangium edule reinw) leaf as anti-sars-cov-2
Sailah I, Tumilaar S. G., Lombogia L. T., CELIK 1., Tallei T. E.
Philippine Journal of Science, vol.150, no.5, pp.925-937, 2021 (Scopus)
XI. 2-(p-Florofenil)-5-(2-(4-asetilpiperazin-1-il)asetamido)benzoksazol’iin Sentezi, Molekiiler Doking,

DFT ve Antimikrobiyal Aktivite Calismalari
Erol M,, Gelik i., Kuyucuklu G.
Igdir Universitesi Fen Bilimleri Enstitiisii Dergisi, vol.11, no.3, pp.2122-2132, 2021 (Peer-Reviewed Journal)

XIl. MD, DFT Investigations and Inhibition of the Novel SARS- CoV-2 Mainprotease in Three Cocrystals of
Hydrochloro- thiazide
Mary Y. S, Mary Y. S, Yadav R,, Celik I, Rad A. S.
Analytical Chemistry Letters, vol.11, no.4, pp.450-468, 2021 (Peer-Reviewed Journal)

XIII. Bioactive antidiabetic flavonoids from the stem bark of cordia dichotoma forst.: Identification,
docking and ADMET studies
Hussain N., Kakoti B. B, Rudrapal M., Sarwa K. K,, CELIK I,, Attah E. I, Khairnar S.]., Bhattacharya S, Sahoo R. K,
Walode S. G.
MolBank, vol.2021, no.2, 2021 (ESCI)

XIV. Synthesis, Antimicrobial and Cytotoxic Activity Studies of Some New Benzoxazole Derivatives
Erol M,, Celik I., Kuyucuklu G., Uzunhisarcikh E.
Avrupa Bilim ve Teknoloji Dergisi, vol.21, pp.455-462, 2021 (Peer-Reviewed Journal)

XV. Synthesis, antimicrobial and in silico studies of new 2,5-disubstituted benzoxazole derivative
Erol M,, Gelik i., Kuyucuklu G.
Medicine Science, vo0l.10, no.2, pp.400-408, 2021 (Peer-Reviewed Journal)

Books & Book Chapters

I. TARGETING EGFR L858R1T790M AND EGFR L858R1T790M/C797S RESISTANCE MUTATIONS IN
NON-SMALL CELL LUNG CANCER: CURRENT APPROACHES IN MEDICINAL CHEMISTRY
Celik I, Kilaigil G.
in: Eczacilikta Yenilikler-3, Giilbin Ozgelikay,ilkay Yildiz, Editor, Ankara Universitesi, Ankara, pp.249-264, 2020

Refereed Congress / Symposium Publications in Proceedings

I. SARS-CoV-2’NiN OMIiKRON VE DELTA VARYANTLARININ BULAS HIZININ BiLGISAYAR

SIMULAYONLARI ILE ANALIZi
CELIK 1.
4. INTERNATIONAL SCIENCES AND INNOVATION CONGRESS, Ankara, Turkey, 19 February 2022

II. MOLNUPIRAVIR AKTIF METABOLITININ SARS-CoV2'NiN RNA'YA BAGIMLI RNA POLIMERAZINA
KARSI POTANSIYEL INHIBITOR AKTIVITESININ iN SILIKO DEGERLENDIRILMESI
CELIK 1.
Gevher Nesibe 8. Uluslararasi Saghk Bilimleri Kongresi, istanbul, Turkey, 19 November 2021

IIl. SYNTHESIS, MOLECULAR DOCKING AND EGFR KINASE INHIBITORY ACTIVITY STUDIES OF
BENZIMIDAZOLE DERIVATIVES BEARING PROPYL-LINKED TO OXADIAZOLE RING
CELIK I, KILCIGIL G, KARA Z., GUVEN B, BESIKCI A.
EFMC-YMCS 2019 6th EFMC Young Medicinal Chemists' Symposium, Atina, Greece, 05 September 2019

IV. SYNTHESIS OF SOME CYCLOHEXYL SUBSTITUTED OXADIAZOLE DERIVATIVES LINKED 1H-
BENZIMIDAZOLE
Celik I, Kilcigil G.



International Symposium on Pharmaceutical Sciences (ISOPS-12), Ankara, Turkey, 26 June 2018 - 29 May 2019,
pp-384-385
V. Molecular Docking Studies of Some Novel Benzimidazole Derivatives as EGFR Inhibitors
Alp A. S, Celik I, Kilcigil G.
International Symposium on Pharmaceutical Sciences (ISOPS-12), Ankara, Turkey, 26 June 2018 - 29 May 2019,
pp-400
VL. SYNTHESIS OF SOME 1H-BENZIMIDAZOLE COMPOUNDS BEARING BIS-THIOSEMICARBAZIDE AND
TRIAZOLE DERIVATIVES AS INHIBITORS OF EGFR TYROSINE KINASE
Celik I, Kilcigil G., Giiven B., Kara Z., Besikci A.
International Symposium on Pharmaceutical Sciences (ISOPS-12), Ankara, Turkey, 26 - 29 June 2018, pp.384
VI. SYNTHESIS OF SOME 1H-BENZIMIDAZOLES CONTAINING CYCLOHEXYL SUBSTITUTED
THIOSEMICARBAZIDES, TRIAZOLES, THIADIAZOLES AS INHIBITORS OF EGFR TYROSINE KINASE
CELIK i, KILCIGIL G., Kara Z., GUVEN B., BESIKCI A.
GPSS2017, 11 - 13 October 2017
VIII. SYNTHESIS OF SOME THIADIAZOLE/TRIAZOLE LINKED 1H-BENZIMIDAZOLE DERIVATIVES AS
INHIBITORS OF EGFR TYROSINE KINASE
Celik I, Kilcigil G., Kara Z., Giiven B., Besikci A.
2nd International Gazi Pharma Symposium Series (GPSS-2017), Ankara, Turkey, 11 - 13 October 2017, pp.249
IX. Synthesis of Some 1H-Benzimidazoles as Inhibitors of EGFR Tyrosine Kinase
Celik I, Kilcigil G., Begikci A.
ICPC 2016 : International Conference on Physical Chemistry, Kobenhavn, Denmark, 27 - 28 June 2016, vol.10, no.6
X. Chrysophthalmum gueneri bitkisinin A 549 ve Hep G2 hiicreleri iizerine sitotoksik etkileri
Celik I,, Dokumaal A. H., Aksit A, Giirbiiz P., Aycan M. B.
5. Multidisipliner Kanser Arastirma Kongresi, Mugla, Turkey, 25 - 27 April 2014, pp.177
XI. The cytotoxic effects of Chrysophthalmum dichotomum on A549 and HepG2 cell lines
AYCAN M. B, DOKUMACI A. H,, AKSIT A., CELIK 1, GURBUZ P.
2nd Anticancer Agents Congress, Mugla, Turkey, 23 - 25 April 2014
XII. The cytotoxic effects of Crystaphalmum dichotomum on A549 and HepG2 cell lines
AYCAN M. B, DOKUMACI A. H,, Aksit A, Gelik I, GURBUZ P.
2nd Anticancer Agent Congress, Mugla, Turkey, 23 - 25 April 2014, pp.62

Supported Projects

EROL M., PUSKULLU M. 0., CELIK I, DEMIRPOLAT E., ARPACI 0., TUBITAK Project, BENZOKSAZOL YAPISI TASIYAN BAZI
YENI BILESIKLERIN TASARIMI, MOLEKULER DOCKING CALISMASI, SENTEZI ILE EGFR ve VEGFR-2 KINAZ AKTIVITELERI
UZERINE ETKILERININ DEGERLENDIRILMES], 2020 - Continues

Uzunhisarcikh E., Celik I, Aycan M. B., Project Supported by Higher Education Institutions, Virtual Screening ve Molekiiler
Docking Calismalari ile Dogal Yapili Bilesiklerin Tespiti ve in vitro Alzheimer Modelinde Tau Diizeyi Uzerine Etkilerinin
Degerlendirilmesi, 2020 - 2022

Erol M,, Celik I., Uzunhisarcikh E., Project Supported by Higher Education Institutions, Bazi Yeni 2,5-Disiibstitiie
Benzoksazol Tiirevi Bilesiklerin Sentezi Yapilarmm Aydmlatilmasi ve MCF-7 Hiicre Hattinda in Vitro Sitotoksik Etkisinin
incelenmesi, 2020 - 2021

Erol M., Arpaai 0., Piiskiillii M. 0., Demirpolat E., Celik I, TUBITAK Project, Benzoksazol Yapisi Tasiyan Bazi Yeni
Bilesiklerin Tasarimi, Molekiiler Docking Cahismasi, Sentezi ile EGFR ve VEGFR-2 Kinaz Aktiviteleri Uzerine Etkilerinin
Degerlendirilmesi, 2020 - 2021

Piiskiillii M. O., Erol M,, Gelik I,, Fatullayev H., Project Supported by Higher Education Institutions, Yeni Bazi Kinolin 3-
Karbaldehit Hidrazon Tiirevlerinin Sentezi Yapilarinin Aydinlatilmasi1 Antimikrobiyal Etkilerinin Degerlendirilmesi ve
Molekiiler Docking Calismalari, 2019 - 2020

Erol M., Arpaci 0., Piiskiillii M. 0., Gelik I, Fatullayev H., Hizlisoy H., Project Supported by Higher Education Institutions,

Baz1 Yeni Benzoksazol Tiirevi Bilesiklerin Sentezi, Molekiiler Docking Calismalari ve Antimikrobiyal Etkilerinin



Degerlendirilmesi, 2019 - 2020

PUSKULLU M. 0, GELIK I, FATULLAYEV H., Project Supported by Higher Education Institutions, Yeni Bazi Kinolin 3-
Karbaldehit Hidrazon Tiirevlerinin Sentezi, 2019 - 2019

EROL M., CELIK I, FATULLAYEV H., Project Supported by Higher Education Institutions, Baz Yeni 2-Merkapto Pirimidin
Tiirevlerinin Sentezi, 2019 - 2019

Activities in Scientific Journals

CURRENT MEDICINAL CHEMISTRY, Special Issue Editor, 2024 - Continues

Scientific Refereeing

COMPUTERS IN BIOLOGY AND MEDICINE, SCI Journal, June 2021
JOURNAL OF BIOMOLECULAR STRUCTURE & DYNAMICS, SCI Journal, February 2021

Metrics

Publication: 144
Citation (WoS): 1203
Citation (Scopus): 1322
H-Index (WoS): 21
H-Index (Scopus): 21

Congress and Symposium Activities

2nd International Gazi Pharma Symposium Series (GPSS-2017), Attendee, Ankara, Turkey, 2017
XII. Tirk Eczacilik Tarihi Toplantisi, Attendee, Eskisehir, Turkey, 2016

Scholarships

2211-C Yurt i¢i Oncelikli Alanlar Doktora Burs Programi, TUBITAK, 2016 - 2018
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