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UNAL CIVCIR P.
JOURNAL OF CHEMICAL PHYSICS, vol.114, no.4, pp.1582-1588, 2001 (SCI-Expanded)
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Computational NMR, IR study of epibatidine and derivatives and the effects on biological activity
UNAL CiVCIR P,, Gil 0.

3rd International Eurasian Biological and Chemical Sciences Conference, 19 - 20 March 2020

Optoelectronic Properties of Donor-Acceptor Type Conjugated Polymers

Uludag K., Karadeniz C., Ortak¢ T., KURTAY G., UNAL CiVCIR P.

The 3rd International Turkish Congress on Molecular Spectroscopy, Bodrum/Mugla, Turkey, 26 - 29 August 2017
Spectroscopic Study of Furan and Benzofuran Derivatives Combined with DFT Calculations
Karadeniz C., Uludag K., KURTAY G., UNAL CiVCIR P.

The 3rd International Turkish Congress on Molecular Spectroscopy, Bodrum/Mugla, Turkey, 26 - 29 August 2017
NMR-QSAR Model of Some Imidazole Derivatives

UNAL CIVCIR P., KURTAY G., CIVCIR 1.

The 3rd International Turkish Congress on Molecular Spectroscopy, Bodrum/Mugla, Turkey, 26 - 29 August 2017
" A Theoretical Calculations of Band Gaps of Conducting Polymers with Electron Donor-Acceptor Un
UNAL CIVCIR P.

4Th European Chemistry Congress, Barselona, Spain, 11 - 13 May 2017

Computational Study of the Synthesis of Pyrrole-Pyrazines

UNAL CIVCIR P.

4Th European Chemistry Congress, Barselona, Spain, 11 - 13 May 2017

Experimental and Theoretical Insights into New Furan and Thiophene Derivatives Containing
Oxazole, Isoxazole or Isothiazole Subunits as Potent Biologically Active Moieties

UNAL CIVCIR P.,, KURTAY G.

4.th International BAU Drug Design, istanbul, Turkey, 13 - 15 October 2016

Facile Synthesis and Comprehensive DFT Studies on Novel Benzimidazole Pyrazole and Quinazoline
Derivatives as Potent Biological Active Agents

KURTAY G., UNAL CIVCIR P.

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

Biyolojik Aktivite Gosteren Siibstitiie imidazol Tiirevlerinin Kuantum Mekaniksel incelenmesi Ve Yap1
Aktivite iligkisinin Belirlenmesi

Simgek S., KURTAY G., UNAL CIVCIR P.

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

Siibstitiie Pirimidinlerin Stetter Reaksiyonlarinin Modellenmesi

Demet K., YALCIN AHMET I, UNAL CiVCIR P.

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

Computational Bandgap Engineering of Designed EDOT Derivatives and Investigation of Their

Physicochemical Properties
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UNAL CIVCIR P., KURTAY G., Kiibra S.

International Symposium on Molecular Chemistry, istanbul, Turkey, 19 December 2014

Potansiyel Biyoaktif izoksazol Tiirevlerinin Sentezi ve Yapilarinin DFT Y6éntemi ile incelenmesi
Kiibra S., KURTAY G., UNAL CiVCIR P.

2. Ulusal Organik Kimya Kongresi, Ankara, Turkey, 24 - 26 September 2014

Tiyofen ve Furan igeren Yeni Benzimidazol ve Kinazolin Bilesiklerinin Sentezi ve Teorik Olarak
incelenmeleri

Seyma K., UNAL CIVCIR P.

2. Ulusal Organik Kimya Kongresi, Ankara, Turkey, 24 - 26 September 2014

Dienofil Uzerindeki I M ve I M Tiirii Siibstitiientlerin Diels Alder Tepkimelerine Etkisinin DFT
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Kiibra S., KURTAY G., UNAL CiVCIR P.

2. Ulusal Organik Kimya Kongresi, Ankara, Turkey, 24 - 26 September 2014

Diels Alder Reaksiyonlarinin Yar1 Denel HF ve DFT Yontemleriyle Modellenmesi

Kiibra S., KURTAY G., UNAL CiVCIR P.

IV. Fiziksel Kimya Kongresi, Denizli, Turkey, 5 - 08 June 2014

Yeni Oksazol Tiirevlerinin Sentezi ve Yapilarinin Teorik Yontemlerle incelenmesi

Kiibra S., KURTAY G., UNAL CiVCIR P.

IV. Fiziksel Kimya Kongresi, Turkey, 5 - 08 June 2014

Effects of Electron Donating and Electron Withdrawing Groups on Pyrrole Ring System A Detailed
Hartree Fock and DFT Study

KURTAY G., UNAL CIVCIR P., GULLU M.

IUPAC 44th World Chemistry Congress, Istanbul, Turkey, 11 August 2011 - 16 August 2013

Structures and Electronic Properties of Some Oligomers Containing Pyrrole and Thiophene for Use
in Advanced Technological Materials

UNAL CIVCIR P., KURTAY G., GULLU M.

Chemical Physics IX, Izmir, Turkey, 14 - 17 October 2010

Quantum Mechanic Studies of Some Substituted Thiophenes

UNAL CIVCIR P, DEMET K.

2nd International Conference on Computation for Science and Technology (ICCST-2), Nigde, Turkey, 8 - 12 July
2012

Quantum Chemical Studies of Some Chromen Derivatives

UNAL CIVCIR P., GOKHAN $., ANCIN N.

2nd International Conference on Computation for Science and Technology (ICCST-2), Nigde, Turkey, 8 - 10 July
2012

Theoretical Calculations of the Synthesis of Pyridazine pyrroles

UNAL CIVCIR P., GOZDE SELIN C.

2nd International Conference on Computation for Science and Technology (ICCST-2), Nigde, Turkey, 8 - 12 July
2012

Electrophilicity Index of Substituted Furans

UNAL CIVCIR P., HAKAN S., MUSTAFA A., AYSEN P.

2nd International Conference on Computation for Science and Technology (ICCST-2), Nigde, Turkey, 8 - 12 July
2012

Relative Nucleophilicity Index of Some Furan Derivatives

UNAL CIVCIR P., CAM U, ARI .

Chemical Physics X, Ankara, Turkey, 10 - 12 October 2012

A Theoretical Investigation Electrophilicity Indexes of Some Substituted Coumarins

UNAL CIVCIR P., GOKHAN §., ANCIN N.

Chemical Physics X, Ankara, Turkey, 10 - 12 October 2012

Modelling of Conductive Organic Polymers Containing Pyrrole and Thiophene

UNAL CIVCIR P., KURTAY G., GULLU M.



Chemical Physics IX, Izmir, Turkey, 14 - 17 October 2010

XXVI. Calculation of the pKa Values for Heterosubstituted Thiophenes and Furans
UNAL CiVCIR P.
Chemical Physics VIII, istanbul, Turkey, 24 April 2008 - 25 January 2016

XXVIL. Ab initio method for the reactions between hydrogen chloride and protonated (i)propyl- and
(t)buthyl chlorides
Unal Civcir P.
233rd National Meeting of the Cellulose-and-Renewable-Materials-Division of the American-Chemical-Society
(ACS), llinois, United States Of America, 25 - 29 March 2007, vol.233, pp.17
XXVIII. Theoretical Models for Reactions Between Hydrogen Chloride and Protonated Alkyl Chlorides

Substitution and Elimination Mechanisms
UNAL CIVCIR P.
III. Humboldt Conference on Computational Chemistry, Varna, Bulgaria, 24 - 28 June 2006

XXIX. Protonation of Some Dipyridylfuran and Dipyridylthiophene Derivatives in the Gas and Aqueous
Phases
UNAL CIVCIR P.
Chemical Physics V, Istanbul, Turkey, 31 October - 01 November 2002

XXX. Theoretical Models For Reactions of Hydrogen Floride and Protonated Alkyl Florides
UNAL CIVCIR P,, Lihn B. A, EINAR U.
International Organic Chemistry Meeting, Hatay, Turkey, 25 - 28 March 2002

XXXI. Investigation of the Properties of Some Furyl pyridine and Thienyl pyridine Derivatives in the Gas
and Aqueous Phases Using Semiempirical Methods
UNAL CIVCIR P., CEMIL O.
Chemical Physics 1V, Eskisehir, Turkey, 28 - 29 January 2000

Supported Projects

Unal Civcir P., Project Supported by Higher Education Institutions, Kiikiirt iceren sikonon oksim tiirevlerinin modelleme
calismalari ve yeni tiirevlerin tasarimi, 2021 - 2023

Unal Civcir P., Project Supported by Higher Education Institutions, Yeni imidazol, Tiyazol ve Benzofuran Tiirevlerinin
Sentezleri ve Teorik Olarak incelenmeleri, 2018 - 2019

UNAL CIVCIR P., Project Supported by Higher Education Institutions, Epibatidin ve tiirevlerinin yap1 aktivite iliskilerinin
teorik olara incelenmesi, 2013 - 2016

UNAL CIVCIR P., Project Supported by Higher Education Institutions, Tiyofen pirol veya furan iceren yeni diazinlerin
sentezlenmesi ve teorik olarak incelenmesi, 2012 - 2015

UNAL CIVCIR P., Project Supported by Higher Education Institutions, Yeni Oksazol izoksazol ve izotiyazollerin Sentezleri
ve Teorik Olarak incelenmeleri, 2013 - 2014

UNAL CIVCIR P., TUBITAK Project, Theoretical Investigations of the Mechanism of Hydrogen Chloride and Protonated
Alkyl chlorides Substitution and Elimination Mechanism, 2005 - 2007

Activities in Scientific Journals

Communications Series:B Chemistry and Chemical Engineering, Committee Member, 2015 - Continues

Scientific Refereeing

TURKISH JOURNAL OF CHEMISTRY, SCI Journal, November 2023
Project Supported by Higher Education Institutions, BAP Research Project, Ankara University, Turkey, September 2023



Project Supported by Higher Education Institutions, BAP Research Project, Hacettepe University, Turkey, May 2023
Project Supported by Higher Education Institutions, BAP Research Project, Hacettepe University, Turkey, March 2023
Journal of the Turkish Chemical Society, Section A: Chemistry (JOTCSA) , Other journals, November 2019

JOURNAL OF MOLECULAR STRUCTURE, SCI Journal, July 2019

JOURNAL OF MOLECULAR STRUCTURE-THEOCHEM, SCI Journal, April 2019

Journal of the Turkish Chemical Society, Section A: Chemistry (JOTCSA) , Other Indexed Journal, November 2018
Journal of the Turkish Chemical Society, Section A: Chemistry (JOTCSA) , Other Indexed Journal, June 2018
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