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The performance of Cu-mediated metal-DNA parts for nanowires: DFT and NEGF-DFT studies
Ungérdii A.

MATERIALS TODAY COMMUNICATIONS, cilt.24, 2020 (SCI-Expanded)

Electronic Properties of Artificial Metal-DNA Base Pair Complexes Formed from Hydroxypyridone
Base

UNGORDU A, TEZER N.

CHEMISTRYSELECT, cilt.5, sa.24, ss.7267-7276, 2020 (SCI-Expanded)

Electronic, optical, and charge transfer properties of porphyrin and metallated porphyrins in
different media

UNGORDU A.

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, cilt.120, sa.6, 2020 (SCI-Expanded)

Antioxidant properties of methanolic extract of ‘Veronica multifida’ and DFT and HF analyses of its

the major flavonoid component



XL

XIL

XIIL.

XIV.

XV.

XVIL

Koc E., Ungérdii A., Candan F.

Journal of Molecular Structure, cilt.1197, ss.436-442, 2019 (SCI-Expanded)

Charge transfer properties of Gaq3 and its derivatives: An OLED study

UNGORDU A.

CHEMICAL PHYSICS LETTERS, cilt.733, 2019 (SCI-Expanded)

Quantum chemical calculations on sparfloxacin and boron complexes

UNGORDU A, SAYIN K.

CHEMICAL PHYSICS LETTERS, cilt.733, 2019 (SCI-Expanded)

Investigations of structural, spectral and electronic properties of enrofloxacin and boron complexes
via quantumchemical calculation and molecular docking

SAYIN K., UNGORDU A.

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, cilt.220, 2019 (SCI-
Expanded)

Investigation of anticancer properties of caffeinated complexes via computational chemistry
methods

SAYIN K., UNGORDU A.

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY, cilt.193, ss.147-155, 2018
(SCI-Expanded)

DFT study on metal-mediated uracil base pair complexes

UNGORDU A, TEZER N.

JOURNAL OF SAUDI CHEMICAL SOCIETY, cilt.21, sa.7, ss.837-844, 2017 (SCI-Expanded)

Effect on frontier molecular orbitals of substituents in 5-position of uracil base pairs in vacuum and
water

UNGORDU A, TEZER N.

JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, cilt.16, sa.7, 2017 (SCI-Expanded)

The solvent (water) and metal effects on HOMO-LUMO gaps of guanine base pair: A computational
study

UNGORDU A, TEZER N.

JOURNAL OF MOLECULAR GRAPHICS & MODELLING, cilt.74, ss.265-272, 2017 (SCI-Expanded)

Diger Dergilerde Yayinlanan Makaleler

L

IL

1L

V.

Structural, Spectral, Biological and Antioxidant Analyses of Baicalin and Its Vanadium Complexes: A
DFT Study

SAYIN K., UNGORDU A.

Cumbhuriyet Science Journal, cilt41, sa.1, ss.11-21, 2020 (Hakemli Dergi)
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VI. Charge Transfer Rates of 8-Substituted Guanine Molecules in Different Media
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2nd International Conference on Physical Chemistry and Functional Materials, Nevsehir, Tiirkiye, 25 - 27 Haziran
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VIL. QUANTUM CHEMICAL CALCULATIONS ON FLAVONOiD BAICALIN IN WATER PHASE
SAYIN K., UNGORDU A.
1. Uluslararasi Battal Gazi Multidisipliner Calismalar Kongresi, Malatya, Tiirkiye, 7 - 09 Aralik 2018
VIII. DFT STUDIES OF HEAT SHOCK PROTEIN (HSP) INHIBITORS
SAYIN K., UNGORDU A.
1. Uluslararasi Battal Gazi Multidisipliner Calismalar Kongresi, Malatya, Tiirkiye, 7 - 09 Aralik 2018
IX. REORGANIZATION ENERGY OF TRIS(3-AMINO-8-HYDROXYQUINOLINATO)ALUMINIUM COMPLEX
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XI. Flavonoid Baisalin Bilesginin Kuantum Kimyasal Hesaplamalar Yontemleriyle inclenmesi
SAYIN K., UNGORDU A, KARAKUS N.
3rd International Mediterranean Science and Engineering Congress, Adana, Tiirkiye, 24 - 26 Ekim 2018
XII. Anticancer effect of proton pump inhibitor on hepatocellular carcinoma
SAYIN K, UNGORDU A, ATASEVEN H.
APASL Single Topic Conference, 27 - 29 Eyliil 2018
XIII. Mono-Azo Naftilamin Boyalarinin inhibisyon Mekanizmalarinin Belirlenmesi: Hesaplamali Korozyon
Calismasi
SAYIN K., UNGORDU A., KARAKUS N.
2nd international mediterranean science and engineering congress (IMSEC 2017), Adana, Tiirkiye, 25 - 27 Ekim
2017
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SAYIN K., UNGORDU A, KARAKUS N.
International Mediterranean Science and Engineering Congress (IMSEC 2017), 25 - 27 Ekim 2017

XV. Theoretical Study on Electrical Conductivity of Metal-DNA Base Pairs Formed From Artificial
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13th Nanosciemce andNanotechnology Conference (NANOTR13), Antalya, Tiirkiye, 22 - 25 Ekim 2017

XVI. NEGF Study On Metal-DNA Base Pairs Formed From Artificial Hydroxypyridone Base
UNGORDU A, TEZER N.
13th Nanosciemce andNanotechnology Conference (NANOTR13), Antalya, Tiirkiye, 22 - 25 Ekim 2017

XVIL. INVESTIGATION OF ANTICANCER PROPERTIES OF RU(II) ANDOS(III) COMPLEXES: MOLECULAR
DOCKING CALCULATIONS
SAYIN K., UNGORDU A.
2nd International Gazi Pharma Symposium Series (GPSS-2017), Ankara, Tiirkiye, 11 - 13 Ekim 2017
XVII. NEGF STUDY ON METAL-MEDIATED THYMINE BASE PAIR COMPLEXES

UNGORDU A, TEZER N.
INTERNATIONAL CONGRESS ON SEMICONDUCTORMATERIALS AND DEVICES (ICSMD-2017), Konya, Tiirkiye, 17 -
19 Agustos 2017

XIX. THEORETICAL STUDY ON ELECTRICAL CONDUCTIVITY OF METAL-DNA BASE PAIRS FORMED FROM
ARTIFICIAL HYROXYPYRIDINETHIONE BASE
UNGORDU A, TEZER N.
INTERNATIONAL CONGRESS ON SEMICONDUCTORMATERIALS AND DEVICES (ICSMD-2017), Konya, Tiirkiye, 17 -
19 Agustos 2017

XX. THE ELECTRICAL CONDUCTIVITY OF METAL-DNA BASE PAIRS FORMED FROM NATURAL THYMINE
BASE: A DFT STUDY
UNGORDU A, TEZER N.
INTERNATIONAL CONGRESS ON SEMICONDUCTORMATERIALS AND DEVICES (ICSMD-2017), Konya, Tiirkiye, 17 -
19 Agustos 2017

XXI. DETERMINATION BY BAND THEORY OF ELECTRICAL CONDUCTIVITY OF METAL-DNA BASE PAIRS
FORMED FROM ARTIFICIAL HYDROXYPYRIDONE BASE IN DIFFERENT FIELDS
UNGORDU A, TEZER N.
INTERNATIONAL CONGRESS ON SEMICONDUCTORMATERIALS AND DEVICES (ICSMD-2017), Konya, Tiirkiye, 17 -
19 Agustos 2017
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optoelektronik 6zelliklerinin incelenmesi, 2024 - 2024
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Ungoérdii A, Yiiksekdgretim Kurumlar: Destekli Proje, Grafenin Elektronik Ozellikleri Uzerine Siibstitiient Etkisi:
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Ungérdii A., Saymn K., Yiiksekdégretim Kurumlar: Destekli Proje, Flavonoid Baisalin ve Oksovanadyu(IV) Komplekslerinin
Hesaplamah Kimya Yéntemleriyle Yapisal, Spektral ve Biyolojik Ozelliklerinin Aragtirilmasi, 2018 - 2019

Ungérdii A, Tezer N., Yiikksekégretim Kurumlar1 Destekli Proje, Metal-merkezli siibstitiie 3-hidroksipiridin-4-tiyon (metal-
DNA) komplekslerinin elektronik 6zelliklerinin belirlenmesi: Hesaplamal kimya ¢alismasi, 2017 - 2018

UNGORDU A, Yiiksekdgretim Kurumlar: Destekli Proje, Yapay Merkaptopridon Bazindan Elde Edilen Metal-DNA Baz



Giftlerinin Elektriksel iletkenligi Uzerine Teorik Cahsma, 2017 - 2017

Ungérdii A, Tezer N,, Yiiksekdgretim Kurumlar Destekli Proje, Yapay Hidroksipiridintiyon Bazindan Elde Edilen Metal
DNA nin Elektriksel iletkenligi: DFT ¢alismasi, 2016 - 2016

UNGORDU A, SAYIN K., KARAKUS N., Yiiksekdgretim Kurumlar1 Destekli Proje, Mono ve Bis Azo Naftilamin Boyalarinin
Hesaplamah Kimya Yéntemleriyle Korozyon inhibisyon Etkinliklerinin Belirlenmesi, 2016 - 2016
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