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Erdem S., Danis 0., Arilkumarin tiirevlerinin beta-laktamaz ve karbapenemaz aktivitesi iizerine etkilerinin incelenmesi,
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ERDEM S, 2-Siibstitiie-Metiltiyoetilamin tiirevlerinin konformasyonel analizi, Postgraduate, M.Durmus(Student), 2003
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Novel methoxyphenylthio-substituted phthalocyanines: synthesis, characterization, proton-transfer,
and acid-sensing properties

Agcaabat R, Seslikaya C., FINDIK V., ERDEM S., ODABAS Z.

New Journal of Chemistry, vol.48, no.4, pp.1623-1633, 2024 (SCI-Expanded)

In vitro and in silico investigation of inhibitory activities of 3-arylcoumarins and 3-phenylazo-4-
hydroxycoumarin on MAO isoenzymes

Yuce-Dursun B.,, Danig 0., Ozalp L., Sahin E., Demir S., Erdem S., Ogan A.

STRUCTURAL CHEMISTRY, vol.34, no.5, pp.1715-1729, 2023 (SCI-Expanded)

New Horizon in Phospha-Michael Reaction: Ultrafast Double Addition of P-H Bond-Bearing
Nucleophiles to Electron-Deficient Triple Bonds and Its Use for Functional Monomer Synthesis and
Polymer Modification

Sagdic G., Daglar 0., CAKMAKCI E., FINDIK V., ERDEM S., Tunca U,, Giinay U. S., Durmaz H.

Macromolecules, vol.56, no.17, pp.7006-7022, 2023 (SCI-Expanded)

Cheminformatics and Machine Learning Approaches to Assess Aquatic Toxicity Profiles of Fullerene
Derivatives

Fjodorova N,, Novi¢ M,, Venko K, Rasulev B,, Tiirker Sagan M., Tugcu G., Sag Erdem S, Toropova A. P., Toropov A. A.
International Journal of Molecular Sciences, vol.24, no.18, 2023 (SCI-Expanded)

Identification of some novel amide conjugates as potent and gastric sparing anti-inflammatory
agents: In vitro, in vivo, in silico studies and drug safety evaluation

KULABAS N, Set I., Aktay G., GURSOY S., DANIS 0., OGAN A., Sag Erdem S., Erzincan P., Helvacioglu S., Hamitoglu M.,
etal.

Journal of Molecular Structure, vol.1285, 2023 (SCI-Expanded)

Stable hemiaminals from axially chiral pyridine compounds

Tuncel S. T., Demir I, ERDEM S, Dogan L.

Chirality, vol.35, no.6, pp.365-375, 2023 (SCI-Expanded)

A QSAR study to predict the survival motor neuron promoter activity of candidate
diaminoquinazoline derivatives for the potential treatment of spinal muscular atrophy

Sabuncu Giirses G., ERDEM S, Sacan M.

SAR and QSAR in environmental research, vol.34, no.3, pp.247-266, 2023 (SCI-Expanded)

Mechanistic Investigation of Lysine-Targeted Covalent Inhibition of PI3K delta via ONIOM QM:QM
Computations

FINDIK V., Gercik B. T. V., Sinek 0., ERDEM S., Ruiz-Lopez M. F.

JOURNAL OF CHEMICAL INFORMATION AND MODELING, vol.62, no.24, pp.6775-6787, 2022 (SCI-Expanded)
Newly synthesized piperazine derivatives as tyrosinase inhibitors: in vitro and in silico studies
DOKUZPARMAK (., 0Z TUNCAY F., Ozdemir S. B., Kurnaz B., Demir I, OLAK A, ERDEM S,, YILDIRIM N.

JOURNAL OF THE IRANIAN CHEMICAL SOCIETY, vol.19, no.7, pp.2739-2748, 2022 (SCI-Expanded)

How fullerene derivatives (FDs) act on therapeutically important targets associated with diabetic
diseases

Fjodorova N., Novic M,, Venko K, Drgan V., Rasulev B., SACAN M., ERDEM S,, Tugcu G., Toropova A. P., Toropov A. A.
COMPUTATIONAL AND STRUCTURAL BIOTECHNOLOGY JOURNAL, vol.20, pp.913-924, 2022 (SCI-Expanded)
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A Bifunctional B,N-Based Asymmetric Catalytic Nitrostyrene-Michael Addition Acting through a 10-
Membered Ring Cyclic Transition State

Du Y, Sari O, ERDEM S., Whiting A.

HELVETICA CHIMICA ACTA, vol.104, no.12, 2021 (SCI-Expanded)

Mechanistic insights into lysine-targeting covalent inhibition through a theoretical study of ester
aminolysis

FINDIK V., Ruiz-Lopez M. F., ERDEM S.

ORGANIC & BIOMOLECULAR CHEMISTRY, vol.19, no.45, pp.9996-10004, 2021 (SCI-Expanded)

Synthesis of hydrazine containing piperazine or benzimidazole derivatives and their potential as a-
amylase inhibitors by molecular docking, inhibition kinetics and in vitro cytotoxicity activity studies
Cakmak U., 0Z TUNCAY F., Basoglu-Ozdemir S., AYAZOGLU DEMIR E., Demir I, COLAK A, CELIK UZUNER S., ERDEM
S, YILDIRIM N.

MEDICINAL CHEMISTRY RESEARCH, vol.30, no.10, pp.1886-1904, 2021 (SCI-Expanded)

Insight into the Thiol-yne Kinetics via a Computational Approach

FINDIK V., Varinca B. T., DEGIRMENCI i, ERDEM S.

JOURNAL OF PHYSICAL CHEMISTRY A4, vol.125, no.17, pp.3556-3568, 2021 (SCI-Expanded)

Synthesis of Benzoxazole-2-carboxylate Derivatives: Electronic- and Position-effect of Functional
Groups and Computational Modeling of the Selectivity for Oxazole Ring

Kuzu B, SARI 0., ERDEM S., ALGUL 0., Menges N.

CHEMISTRYSELECT, vol.6, n0.10, pp.2529-2538, 2021 (SCI-Expanded)

One-pot synthesis of oxazolidinones and five-membered cyclic carbonates from epoxides and
chlorosulfonyl isocyanate: theoretical evidence for an asynchronous concerted pathway

Demir E., SARI 0., CETINKAYA Y., ATMACA U,, ERDEM S., CELIiK M.

BEILSTEIN JOURNAL OF ORGANIC CHEMISTRY, vol.16, pp.1805-1819, 2020 (SCI-Expanded)

Refereed Congress / Symposium Publications in Proceedings
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ANTIOXIDANT AND ANTI-COLLAGENASE ACTIVITY OF ST. JOHN'S WORT (HYPERICUM PERFORATUM
L.)

YILDIZ i, Ozalp L., ERDEM S., MOUTSINGA E. G. B. K, DANIS 0., OGAN A.

3. INTERNATIONAL MARMARA SCIENTIFIC RESEARCH AND INNOVATION CONGRESS 19-20 NOVEMBER 2022
ISTANBUL/ TURKE, istanbul, Turkey, 19 November 2022, vol.1

Etakrinik Asit Oxidazol Tirevlerinin Glutatiyon S-transferazinhibisyonu Uzerine Molekiiler Doking
Calismasi

FINDIK V., ERDEM S.

30. ULUSAL KiMYA KONGRESI, Turkey, 5 - 08 November 2018

Tiyol-en Tepkimelerinin Bolgesecici HalkalasmaReaksiyonuna Hesapsal Bir Yaklasim

SINEK 0., FINDIK V., ERDEM S.

30. ULUSAL KiMYA KONGRESI, Turkey, 5 - 08 November 2018

Tiyol-in Reaksiyon Mekanizmalarinin Teorik Olarakincelenmesi

VARINCA B. T, FINDIK V., ERDEM S.

30. ULUSAL KiMYA KONGRESI, Turkey, 5 - 08 November 2018

Tiyil Radikali ve Alkenler Arasinda Gergeklesen BolgeseciciHalkalasma Reaksiyonuna Hesapsal
Yaklasim

SERTE. M,, FINDIK V,, ERDEM S.

30. ULUSAL KiMYA KONGRESI, Turkey, 5 - 08 November 2018

Monoamin Oksidaz Kataliz Mekanizmasinin KuvantumObegi ve ONIOM Yontemleri ile Biitiinlesik
Modellenmes

ERDEM S, CAKIR K., ENGIN H.

30. ULUSAL KiMYA KONGRESI, Turkey, 5 - 08 November 2018
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In vitro and In silico Investigation of Tyrosinase Inhibition By Some Novel Triazole Derivative
Compounds Containing Fluoroquinolone Skeleton

KURNAZ B., GOLAK A, OZDEMIR S. B, DEMIRBAS N., DEMIR i., ERDEM S.

1.Euroasia Biochemical Approaches Technologies Congress, 27 - 30 October 2018

Molecular Dynamics and Docking Simulations on the Formate Dehydrogenase Enzymes

FINDIK V., CAKAR M. M., ERDEM S, BINAY B.

1.Euroasia Biochemical Approaches Technologies Congress, 27 - 30 October 2018

In Silico Investigation on Anti-Depression Effects of Hypericum Perforatum Flavanoids: Molecular
Docking with Monoamin Oxidases

YILDIZ i, ERDEM S., OGAN A.

1.Euroasia Biochemical Approaches Technologies Congress, 27 - 30 October 2018

Molecular Docking of New Hybrid Triazole Derivatives into Tyrosinase Enzyme

DEMIR I, ERDEM S., COLAK A., DEMIRBAS N.

1.Euroasia Biochemical Approaches Technologies Congress, 27 - 30 October 2018

The effect of substituents on Phthalocyanine-DNA binding: molecular dynamics and docking studies
OZALP L., ERDEM S., OZBiL M.

International conference on applied mathematics, modeling and Life Sciences, 3 - 05 October 2018

In slico modelling on fish toxicity of Pharmaceuticals

EMINOGLU E. M., SACAN M., ERDEM S.

International conference on applied mathematics, modeling and Life Sciences, 3 - 05 October 2018

Modelling the catalytic and inhibition mechanisms of monoamine oxidase: A combined ONIOM and
quantum cluster approach

ERDEM S.

International conference on applied mathematics, modeling and life Sciences, 3 - 05 October 2018

Nontarget binding of canabinoids in central nervous system: molecular docking with monoamine
oxidases

DERVISOGLU C., ERDEM S.

International conference on applied mathematics, modeling and life Sciences, 3 - 05 October 2018

Revisiting Fish Toxicity of Active Pharmaceutical Ingredients:Mechanistic Insights from Integrated
Ligand-/Structure-basedAssessments on Acetylcholinesterase

SACAN M, Minovski N., Eminoglu E. M., ERDEM S, Novic M.

18th International Conference on QSAR in Environmental and Health Sciences, 11 - 15 June 2018

Molecular dynamics and docking studies on theinteractions of DNA with quaternary metallo
phthalocyanines

OZALP L., ERDEM S, OZBIL M.

International Symposium on Chemistry Via Computation Applications on Molecular Nanoscience, 30 October 2017
Synthesis of stable tetrahedral intermediates(hemiaminals) and kinetics of their conversion to
thiazol-2-imines

GUNAL S.E., GURSES G. S., ERDEM S, DOGAN H. I.

International Symposium on Chemistry Via Computation Applications on Molecular Nanoscience, 30 October 2017
Mechanistic dft study on the function of homoboroprolineas asymmetric catalyst in enantioselective
aldol reactions

ERDEM S., DULGER H., DEMIREL N.

International Symposium on Chemistry Via Computation Applications on Molecular Nanoscience, 30 October 2017
Mechanistic DFT study on one-pot synthesis of heterocyclic compounds

atbakar m., ERDEM S., OCAL SUNGUROGLU Z. N, erden i.

International Symposium on Chemistry V A Computation Applications on Molecular Nanoscience, 30 October 2017
Molecular docking of arylcoumarins to carbapenemaseenzyme

ERDEM S., HAMUR B., DANIS O.

International Symposium on Chemistry Via Computation Applications on Molecular Nanoscience, 30 October 2017

A combined experimental and theoretical study for the formation of indolizine,
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pyrrolo[1,2,a]pyrazine, pyrrolo[1,2-a]pyrazinone

SARI 0., MENGES N., ERDEM S., BALCI M.

Chemistry ViA Computation - International Symposium on Chemistry ViA Computation Applications on Molecular
Nanoscience, 30 - 31 October 2017

Synthesis of stable tetrahedral intermediates (hemiaminals) andkinetics of their conversion to
thiazol-2-imines

EROL GUNAL §., sabuncu giirses g, ERDEM S., DOGAN H. i.

International Symposium on Chemistry via Computation applications on Molecular Nanoscience, 30 October 2017
Novel Chiral Monoamine Oxidase Inhibitors: Molecular Docking Studies on N-aryloxazolidinedionees
YUCE DURSUN B., ERDEM S., GOKHAN KELEKCi N., DOGAN H. i, EROL S.

5th International BAU Drug Design Congress, 19 October 2017 - 21 January 2018

Novel Chiral Monoamine Oxidase Inhibitors: Molecular Docking Studies on N-Aryloxazolidinediones
YUCE DURSUN B., ERDEM S., GOKHAN KELEKCi N., DOGAN H. i, Erol Giinal §.

5th International BAU Drug Design Congress, 19 - 21 October 2017

Potansiyel Karbapenemaz Inhibitéri Arilkumarin Tiirevleri ile Molekiiler Doking Hesaplari

HAMUR B., ERDEM S.

3. Hesaplamali Kimya Kongresi, Turkey, 12 - 14 October 2017

Flavinin re-Yiiziinden Oksidasyon Mekanizmasinin Hesapsal Modellenmesi

DEMIR I, ERDEM S.

3. Hesaplamali Kimya Kongresi, 12 - 14 October 2017

DFT computations on the mechanism of flavinoxidative half-reaction

ERDEM S, DEMIR 1.

11the European Conference on Theoretical and Computational Chemistry, 4 - 07 September 2017

Substituent effect on the reduction tendency andconformation of flavin ring: a DFT study

ERDEM S., TOPAL A.

11the European Conference on Theoretical and Computational Chemistry, 4 - 07 September 2017

Enzim Kataliz Mekanizmalari ile Rasyonel ilag Tasarimi: Monoamin Oksidaz Enziminin Kovalent Geri-
déniisiimli inhibisyonu

ERDEM S.

5. flag Kimyas: {la¢ Etkin Maddesi Tasarmmi, Sentezi,Uretimi ve Standardizasyonu Kongresi, 30 March - 02 April
2017

Flavinin si-Yiziinden Oksidasyon Mekanizmasinin Hesapsal Modellenmesi

DEMIR i, ERDEM S.

5. flag Kimyas: {la¢ Etkin Maddesi Tasarmmi, Sentezi,Uretimi ve Standardizasyonu Kongresi, 30 March - 02 April
2017

In Silico Modelling of DNA Quaternized Metallophthalocyanine Binding M Zn Ni Cu

Ozalp L., ERDEM S, YOCE DURSUN B.

4. BAU DRUG DESIGN Congress, istanbul, Turkey, 13 - 15 October 2016

A Hybrid Proton and Hydride Transfer Mechanism for the Serotonin Oxidation of Monoamine
Oxidase A

Cakir K., ERDEM S., ENISOGLU ATALAY V., Diilger H.

4. BAU DRUG DESIGN Congress, 13 - 15 October 2016

Synthesis anti inflammatory activity and molecular modeling studies on cox 1 and cox 2 inhibition of
novel amide conjugates of some NSAIDs

kulabas n., Giirsoy S., Erzincan P., YUCE DURSUN B., AKTAY G., ERDEM S., OGAN A, Kiiciikgiizel 1.

17th Tetrahedron Symposium, 28 Haziran-1 Temmuz 2016, Barselona, Spain, 28 June - 01 July 2016

Synthesis anti inflammatory activity and molecular modeling studies on cox 1 and cox 2 inhibition of
novel amide conjugates of some NSAIDs

KULABAS N., GURSOY S., ERZINCAN P., YUCE DURSUN B., AKTAY G., ERDEM S., OGAN A, KUCUKGUZEL i.

17th TETRAHEDRON SYMPOSIUM : Challenges in Biological, Bioorganic & Medicinal Chemistry, Sitges, Spain, 28
June - 01 July 2016
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QSAR for Butyrylcholine Esterase BuChE Inhibition by Substituted Pyridylene hydrazone Derivatives
ERDEM S., SACAN M,, Comak H.

17th International Conference on QSAR in Environmental and Health Sciences (QSAR 2016), Miami, United States
Of America, 13 - 17 June 2016

In Silico Approach to Monoamine Oxidase A Inhibitory Potential of New Coumarine Derivatives
Erzincan P, Erdem S., Sagcan M,, Yiice Dursun B., Danig 0. Demir S., Ogan A.

. 17th International Conference on QSAR in Environmental and Health Sciences (QSAR 2016), Florida, United States
Of America, 13 - 17 June 2016

QSAR Approach to Acetylcholine Esterase AChE Inhibitory Potential of Rasagiline and Selegiline
Related Carbamate Derivatives

ERDEM S, SACAN M.

17th International Conference on QSAR in Environmental and Health Sciences (QSAR 2016), Miami, United States
Of America, 13 - 17 June 2016

ZnlIFtalosiyanin Tiirevinin DNA Baglanma Ozelliklerinin in vitro vein siliko Yontemlerle incelenmesi
YUCE DURSUN B,, 0ZALP L., BASAK A. S, ERDEM S.

2. Bilgisayar Destekli {la¢ Tasarimi Uygulamal Kursu, Turkey, 16 - 17 May 2016

Farmasaotik Bilesiklerin Toksisitelerinin Torpedo californica ACHE Inhibisyonu ile iligkisi

EMIiNOGLU E. M., ERDEM S., SACAN M.

2. Bilgisayar Destekli {lag Tasarimi Uygulamal Kursu, Turkey, 16 - 17 May 2016

Yiiksek Antioksidan Aktiviteye Sahip Yeni Kumarin Tiirevleri ile Kantitatif Yap1 Aktivite iliskileri ve
Molekiiler Doking

ERDEM S.

4. Tlag Kimyas:: flag Etkin Maddesi Tasarimi, Sentezi, Uretimi veStandardizasyonu Kongresi, Turkey, 17 - 20 March
2016

In Silico Design of Potent Coumarin Derivatives for Treatment of Neurodegenerative Diseases
ERDEM S.

COST Action CM1103 Final Meeting, 21 - 23 October 2015

Molecular Modeling Studies on COX 1 and COX 2 Inhibition of Novel Amide Conjugates of Some
NSAIDs with Anti inflammatory Activity

KULABAS N., ERZINCAN P., DANIS 0., ERDEM S., OGAN A, KUCUKGUZEL 1.

International Symposium on Drug Research & Development, Turkey, 15 - 17 October 2015

Effect of active site residues and water molecules in amine oxidation mechanism of monoamine
oxidase A quantum cluster approach

ERDEM S., CAKIR K., ENGIN H., ENISOGLU ATALAY V., DULGER H.

10th European Conference on Computational Chemistry, 31 August - 03 September 2015

3 Aril Kumarin Tiirevlerinin Sentezi Ve insan Monoamin Oksidaz A Ve B Inhibitérleri Olarak
Etkilerinin incelenmesi

YUCE DURSUN B,, Sahin E.,, DANIS 0., DEMIR S., OGAN A, ERDEM S.

27. Ulusal Kimya Kongresi, Turkey, 23 - 28 August 2015

3 Aril kumarin tiirevlerinin sentezi ve insan monoamin oksidaz B ve B inhibitorleri olarak etkilerinin
incelenmesi

YUCE DURSUN B., SAHIN E., DANIS 0., DEMIR S., OGAN A., ERDEM S.

27. Ulusal Kimya Kongresi, Canakkale, Turkey, 23 - 28 August 2015

QSAR Models for Antioxidant Activity of New Coumarin Derivatives

ERZINCAN P., SACAN M., YUCE DURSUN B., DANIS 0., DEMIR S., ERDEM S., OGAN A.

8th International Symposium on Computational Methods in Toxicology and Pharmacology Integrating Internet
Resources (CMTPI-2015), 21 - 25 June 2015

Monoamine Oksidaz Enzimindeki Flavin N5 Araiiriin Olusumu Kataliz mi inhibisyon mu

CAKIR K., DULGER H., ENISOGLU ATALAY V., ERDEM S.

2. Ulusal Hesaplamal Kimya Kongresi, Kars, Turkey, 2 - 05 June 2015

Pirolo Pirazin Indolizin Tirevlerinin Sentezi ve Olusum Mekanizmalarinin Hesapsal Olarak
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Modellenmesi

SARI 0., MENGES N., ERDEM S, BALCI M.

2. Ulusal Hesaplamal Kimya Kongresi, Kars, Turkey, 2 - 05 June 2015

Monoamin Oksidaz Enzimi Tarafindan Katalizlenen Dopamin Oksidasyon Mekanizmasinin
Modellenmesi

DULGER H., GAKIR K., ENISOGLU ATALAY V., ERDEM S.

2. Ulusal Hesaplamal Kimya Kongresi, Kars, Turkey, 2 - 05 June 2015

Monoamine Oksidaz A ve B Enzimlerinin Nérotransmitter Aminleri Serotonin Dopamin Oksitlemesi
Ayni1 Mekanizmayla m1 Farklh Mekanizmalarla m1 Gergeklegir

CAKIR K., ENISOGLU ATALAY V., AKYUZ M. A, ERDEM S.

2. Ulusal Hesaplamali Kimya Kongresi, Kars, Turkey, 2 - 05 June 2015

Theoretical Modelling of Copolymerization reaction of cellulose units with methyl acrylate
ABDURRAHMANOGLU S., ERDEM S.

International Congress on Chemical Biological and Environmental Sciences ICCBES2015, 7 - 09 May 2015, pp.584-
585

Synthesis and biological evaluation of benzocoumarin derivatives as human monoamine oxidase A
and B inhibitors

DANIS 0., YOCE DURSUN B., DEMIR S., ALPARSLAN M. M., OGAN A, ERDEM S.

International Congress on Chemical Biological and Environmental Sciences (ICCBES2015), 7 - 09 May 2015
Monoamin Oksidaz A ve B inhibitorii olarak tasarlanan yeni kumarin tiirevleri ile molekiiler doking
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