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EDUCATION

Ph.D. in Chemistry Bogazici University 1983
M.S.in Chemistry Bogazici University 1977
B.S.in Chemistry Bogazici University 1973
High School Notre Dame de Sion French High School 1968

PROFESSIONAL APPOINTMENTS AND POSITIONS

Chemistry Teacher Saint Benoit French High School 1973-1977
Teaching Assistant Bogazici University 1977-1983
Assistant Professor Bogazici University 1983-1988
Associate Professor Bogazici University 1988-1995
Professor Bogazici University 1995-2017
Emeritus Professor Bogazici University 2017-present

ADMINISTRATIVE DUTIES

. Mentor of 65 graduate students (45 M.Sc., 20 Ph.D).

. Taught 18 undergraduate — 3 graduate courses

. Member of the Board of the Faculty of Arts and Sciences (2000-2009)

. Vice Head of the Chemistry Department (2000-2009)

. Head of the Chemistry Department (2009-2017).

. Head of Computational Sciences and Engineering Graduate Department (2006-2009).

TEACHING EXPERIENCE

CHEM 103 GENERAL CHEMISTRY |
CHEM 104 GENERAL CHEMISTRY Il
CHEM 105 FUNDAMENTALS OF CHEMISTRY



CHEM 111

SURVEY OF CHEMISTRY |

CHEM 112  SURVEY OF CHEMISTRY I

CHEM 245 INORGANIC CHEMISTRY |

CHEM 261 COMPUTER APPLICATIONS IN CHEMISTRY
CHEM 331  INORGANIC CHEMISTRY Il

CHEM 351  PHYSICAL CHEMISTRY |

CHEM 352 PHYSICAL CHEMISTRY II

CHEM 402 SEMINAR

CHEM 421  COMPUTATIONAL CHEMISTRY

CHEM 451  PHYSICAL CHEMISTRY llI

CHEM 453 INTRODUCTION TO CHEMICAL KINETICS
CHEM 460 SYMMETRY IN CHEMISTRY

CHEM 473  RESEARCH TECHNIQUES IN CHEMISTRY (I)
CHEM 474  RESEARCH TECHNIQUES IN CHEMISTRY (Il)
CHEM 475 RESEARCH TECHNIQUES IN CHEMISTRY (lll)
CHEM 512  ADVANCED PHYSICAL CHEMISTRY

CHEM 522 ADVANCED COMPUTATIONAL CHEMISTRY
CHEM 556  STATISTICAL THERMODYNAMICS

RESEARCH TOPICS

The following topics are being investigated in the Aviyente research group with computational
methods involving the use of hybrid quantum and classical mechanics:

* Determination of the effects of structure, catalyst and solvent effects on polymerization
rates in free radical polymerization reactions of acrylate derivatives.

* Examination the stereoselectivity in organic reactions

* Modeling the deamidation reactions in peptides

* Modeling the inhibition/activation processes in enzymes

* Modelling mechanisms of removal of organic matter in wastewater
* Design of conductive materials for solar cells

» Effects of ionic liquids on hydrogenation reactions

* Design of potential drug molecules for photodynamic therapy

* Modeling of the catalytic properties of monoatomic metal catalysts

AWARDS AND GRANTS

. Grant from the Ko¢ Foundation, 1979-1983.

. Kriton Curi Award to the best paper in BU, 1998.
Selguki. C, Aviyente V., "Conformational Behaviour of 2-dimethylamino-1,3-dithiane in
solution" J. Chem. Soc. Perkin. Trans 11, 9,1835,1997.

. Best master thesis awarded to the mentee N.Senyurt (Bogazici University Research
Fund), 1998.



“Computational Study of the Anomeric Effect in 2-[(4-substituted phenyl)seleno]-1,3-
dithianes ",

Achievement Award in Research (Bogazici University Foundation) 2000.

Best Ph.D. thesis award to the mentee B.Balta (Bogazici University Research Fund),
2003. “Analysis of the Structure, Fragmentation and Proton Exchange Mechanisms of
Glycine and Diglycine”,

Best Ph.D. thesis award to the mentee S.Catak (Bogazigi University Research Fund),
2008." Elucidation of the Deamidation Mechanism of Asparaginyl Residues in Peptides
and Proteins ",

Best Ph.D. thesis award to the mentee N.C,Olgiim (Bogazigi University Research Fund),
2009, "Modeling the Selectivity in Pericyclic Reactions".

Achievement Award in Research (Bogazici University Foundation) 2010.

Best Ph.D thesis award to the mentee B.C.Dedeoglu (Bogazici University Research
Fund), 2016. "Modeling The Selectivity, Catalytic and Binding Effects in Organic
Reactions and Protein Environment".

Ranked among the 100 Turks Directing the Chemistry Science” in Turkey based on

to the results of the “Golden Molecule”, 2022.

INTERNATIONAL GRANTS

NATO Grant, 1996-1999.

FIRCA (NIH) Grant, 2000-2003

“COSBIOM” FP6-2004-ACC-SSA-2, 2005-2008 (member of the research group).
British Council Grant, 2004. (“Setereoselectivity in Medicinal Chemistry”)

INTERNATIONAL COLLABORATIONS (2000 — present)

G. Monard (Universite de Lorraine, Nancy I)

A. Monari (Universite de Lorraine, Nancy I)

M.F. Ruiz-Lopez (Universite de Lorraine, Nancy |)
K. N. Houk (University of California at Los-Angeles)
S. Arseniyadis (CNRS, Gif-sur-Yvette)

C. Bolm (University of Aachen)

P. Geerlings (VUB)

F. De Proft (VUB)

V. Veronique Van Speybroeck (Gent University)
M. Waroquier (Gent University)

I. Coldham (University of Sheffield)

M. Feig (Michigan State University)

I. Bahar (University of Pittsburg)

C. Lifshitz (Hebrew University)

D. Pasini (University of Pavia)



MEETINGS ATTENDED AND PRESENTATIONS (2017-present)

13™  Chemical  Physics | . . o . . ,
Congress, 07-08 October Modeling the Selectivity and Reactivity of Single site Catalysts

2022, Elazig

258" ACS Meeting “A Computational Approach to Thermally Activated Delayed
25-29 August 2019 Fluorescence (TADF) Emitters in OLEDS”
San Diego

12" Chemical  Physics ~Design and Degradation of Oligomers and Copolymers for Organic

Congress, 12-13 October Photovoltaic Materials”
2018, Safranbolu

Congress on 11" Electronic “Rationalization of the Activity of the Lactone form of Topotecan
Structure: Principles and towards the DNA/Topol Complex”

Applications

16-20 July 2018

Toledo

SEPV 2018- Stability of “Design of Donor-Acceptor Copolymers for Organic Photovoltaic
Emerging Photovoltaics from Materials: A Computational Study”

Fundamental to Applications,

Congress

20 - 23 February 2018

Barcelona

3" Computational Chemistry  “Organik tepkime mekanizmalarina hesapsal yaklagimlar”

Congress 12-14 October
2017, Ankara
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Goksin Apaydin (1993, Dr. UC Davis)
Cenk Selguki (1995, Dr. BU)

Alimet Ozen (1996, Dr. BU)

Nurcan Senyurt Tuzun (1997, Dr. BU)
Ahu Akin (YL 1997, Dr. UIC)

Bilent Balta (1998, Dr. BU)

Dilek Duran (1999, Dr. BU)

Saron Catak (1999, Dr. BU and U. of Lorraine)
9. Kadir Diri (2001, Dr. U .Pittsburgh)
10.  Yeliz Aydeniz (2002)

11. Hakan Gunaydin (2003, Dr. UCLA)
12. Seyhan Salman (2004, Dr. GATECH)
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Cem Oztirk (2004, Dr. BU)

Derya Kut (2006)

Isa Degirmenci (2005, Dr. BU- Ghent U)
Mihriban Ingmen (2007)

Mehmed Zahid Ertem (2007, U. Minnesota)
llke Ugur (2009, Dr. BU ve U. Lorraine)
Seref Gul (2010, Dr. Kog U)

Tugba Furuncuoglu Ozaltin (2010, Dr. BU)
Gllsah Cifci (2010, Dr. BU)

Sesil Agopcan (2011, Dr. BU)

Esra Bozkurt (2012, Dr. EFPL)

Berna Dogan (2012, Dr. Bahgesehir U)
Asli Yildirnm (2012, Dr. MSU)

Hasan Hiiseyin ince (2012)

Bugra Dereli (2013, Dr. Minnesota U)
Kumru Dikmenli (2015)

Gamze Bahadir (2016)

Taylan Turan (2017, Dr. Basel U)
Birce Kahraman (X- 2017)

Volkan Findik (X- 2018)

Semiha Kevser Bali (X-2018)

Rengin Ozek (X-2019)

Basak Koca (X-2019)

Beste Ozaydin (X-2019)

Oguzhan Kucur (X-2019)

Eyilp Metin (X-2019)

Cansu Kaynak (X-2019))

Deniz Ersoy (X-2019)

ipek Munar (X-2020)

Ekin Esme Bas (X-2021)

Aylin Saltuk (X-2022)

Ipek Azizoglu (X-2022)

Melisa Kiran (X-2022)
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Prof. Dr. Safiye Erdem (1995) Marmara U

Prof. Dr. Cenk Selcuki (1999) Ege U

Dog. Dr. Feyza Atadinc Kolcu (2001) Canakkale U
Prof.Dr. Aylin Sungur Konuklar (2002) ITU

Prof. Dr. Nurcan Senyurt Tazin (2002) ITU
Dog. Bilent Balta (2003) ITU

Dr. Dilek Duran (2003)

Prof. Dr. Alimet Ozen (2004) Piri Reis U

Prof. Dr. Saron Catak (2007) BU

Dr. Kevser Go¢gmen Topal (2008) Tibitak

Prof. Dr. Nihan Celebi Olgiim (2009) Yeditepe U
Dr. Isa Degirmenci (2010) Samsun 19 Mayis U
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. Ozlem Karahan (2012)

. llke Ugur (2014) METU

. Burcu Cakir Dedeoglu (2015) GTU

. Tugba Furuncuoglu Ozaltin (2016) Tipras
. Sesil Agopcan Cinar (2017) Bilgi U

. Gulgah Cifci Bagatir (2017)

. Zeynep Pinar Haslak (2019) Reims U
Deniz Akgll (2022)

PAPERS PUBLISHED IN THE LAST 5 YEARS (WOS 25.11.2022)

Number of publications 198
Total number of citations 2637
h-index 29
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with computational tools: the case of PDE4B’, J.Comput.Aided Mol.Des. 2017, 31, 563-575.
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: PCCP, 2018, 3581- 3591.
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MOLECULAR PHYSICS, 2018, 116, 323-337.
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1,2-Diazines and Siloxy Alkynes”, ChemCatChem 2020, 12, 366-372.
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2020, 124, 1390-1398.
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Z.P.Haslak, S.Agopcan Cinar, S.i Sarigul Ozbek, G. Monard, I. Dogan, V. Aviyente,
‘Elucidation of the atroposelectivity in the synthesis of axially chiral thiohydantoin derivatives’,
Org. Biomol. Chem., 2020, 18, 2233—-2241.
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I. Munar, V. Findik, I. Degirmenci, V. Aviyente 'Solvent Effects on Thiol-Ene Kinetics and
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virtual special issue “Paul Geerlings Festschrift”, J. Phys. Chem. A 2020, 124, 2580-2590.
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A. Uzun ‘Electronic Structure of Atomically Dispersed Supported Iridium Catalyst Controls
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A.Delgado, D.Sethio, I. Munar, V. Aviyente, E. Kraka,” Local vibrational mode analysis of ion-
solvent and solvent-solvent interactions for hydrated Ca2+ clusters’, J. Chem. Phys. 2020,
153, 224303.
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hindered rotation versus epimerization in axially chiral thiohydantoin derivatives: an
experimental and a computational study, Org. Biomol. Chem., 2022, 20, 7622-7631.
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Esra N. S., V. Findik, B. Dedeoglu, V. Aviyente, D. J. Tantillo, Theoretical Investigation of the
Biogenetic Pathway for Formation of Antibacterial Indole Alkaloids from Voacanga africana’,
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‘Computational descriptor analysis on excited state behaviours of a series of TADF and non-
TADF compounds’, Phys. Chem. Chem. Phys., 2022, 24, 16167-16182.
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‘Influence of ionic liquids on the electronic environment of atomically dispersed Ir on
(MgO)(100)’, Physical Chemistry Chemical Physics, 2022, 24,11305-11314

36

E. E. Bas, P. Ulukan, A. Monari, V. Aviyente, S. Catak, ‘Photophysical Properties of
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