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“Temperature-dependent phonon spectrum of transition metal dichalcogenides calculated
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20. “Electronic and mechanical properties of stiff rhenium carbide monolayers: a first-principles
investigation”, E. M. D. Siriwardane, P. Karki, C. Sevik and Deniz Cakir, Applied Surface
Science 458, 762 (2018)*.

21. “In pursuit of barrierless transition metal dichalcogenides lateral heterojunctions”, Yierpan
Aierken, C. Sevik, O. Gulseren, F. M. Peeters and Deniz Cakar, Nanotechnology 29, 295202
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22. “The influence of surface functionalization on thermal transport and thermoelectric
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23. “A distinct correlation between the vibrational and thermal transport properties of group VA
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“Magnetoresistance in multilayer fullerene spin valves: a first-principles study”, Deniz
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“Tuning of the electronic and optical properties of single layer black phosphorus by strain”,
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49. “Role of intrinsic molecular dipole in energy level alignment at organic interfaces”, L.
Lindell, Deniz Cakir, G. Brocks, M. Fahlman and S. Braun, Appl. Phys. Lett. 102, 223301
(2013).

50. “Magnetic and electronic properties of Fe atoms at bcc-Fe(001)/Ceo interfaces for organic
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W. G. van der Wiel, and M. P. de Jong, ACS Appl. Mater. Interfaces 5, 837 (2013).
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51. “Ab-initio study of neutral (TiO2)n (n=1-10) clusters and their interaction with H>O and
transition metal atoms”, Deniz Cakir and O. Gilseren, J. Physics: Condensed Matter 24,
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52. “Charge equilibration and potentials steps in organic semiconductor multilayers”, G. Brocks,
Deniz Cakir, M. Bokdam, M. P.de Jong and M. Fahlman, Organic Electronics 13, 1793
(2012).

53. “Modeling charge transfer at organic donor-acceptor semiconductor interfaces”, Deniz
Cakar, M. Bokdam, M. P.de Jong, M. Fahlman and G. Brocks, Appl. Phys. Lett. 100, 203302
(2012).

54. “Ptn (n=1-8) and Pt,Aum (m=1-5) clusters on reduced rutile TiO2 (110) surface”, Deniz
Cakar and O. Gulseren, J. Phys. Chem. C 116, 5735 (2012).
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55. “Native defects and the dehydrogenation of NaBH4”, Deniz Cakir, G. A. de Wijs and G.
Brocks, J. Phys. Chem. C 115, 24429 (2011).

56. “Effect of impurities on mechanical and electronic properties of Au, Ag, and Cu monatomic
chain nanowires”, Deniz Cakir and O. Giilseren, Phys. Rev. B 84, 085450 (2011).



57. “Interaction of BrPDI, BrGly, and BrAsp with the Rutile TiO2 (110) Surface for Photovoltaic
and Photocatalytic Applications: A First-Principles Study”, Deniz Cakir, O. Gulseren, E.
Mete and S. Ellialtioglu, J. Phys. Chem. C 115, 9220 (2011).

58. “Fermi level pinning at electrode-organic semiconductor interfaces”, M. Bokdam, Deniz
Cakar and G. Brocks, Appl. Phys. Lett. 98, 113303 (2011).
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59. “Ab-initio study of very thin TiOx (x=1,2) and (110) rutile nanowires”, Deniz Cakir and O.
Gdilseren, Phys. Rev. B 80, 125424 (2009).

60. “Adsorption of BrPDI, BrGly, and BrAsp on anatase TiO> (001) surface for the dye
sensitized solar cell applications”, Deniz Cakar, O. Gulseren, E. Mete and S. Ellialtioglu,
Phys. Rev. B 80, 035431 (2009).
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61. “Half-metallic silicon nanowires”, E. Durgun, Deniz Cakir, N. Akman and S. Ciraci, Phys.
Rev. Lett. 99, 256806 (2007).
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62. “Electronic and mechanical properties of molybdenum selenide type nanowires by plane-
wave pseudopotential calculations”, Deniz Cakir, E. Durgun, O. Gilseren and S. Ciraci,
Phys. Rev. B 74, 235433 (2006).

Professional Presentations

1. “Energy storage using MXenes”, invited oral presentation, 44" International Conference
and Exposition on Advanced Ceramics and Composites, January 26-30, 2020, at the Daytona
Beach, Florida, USA.

2. “Thermal Transport Properties of Functionalized MXene monolayers”, invited oral
presentation, 42" International Conference and Exposition on Advanced Ceramics and
Composites, January 21-26, 2018, at the Daytona Beach, Florida, USA.

3. “Optical and electronic properties of few-layer black phosphorus: DFT perspective”, invited
oral presentation, North Dakota State University, 10 April 2017, 2016, Fargo/ND USA.

4. “Mo2C as a high-capacity anode material: a first-principles study”, oral presentation at the
APS MARCH meeting, March 13-17, 2017, New Orleans, LA.

5. “Peculiar Piezoelectric Properties of Two-Dimensional Materials”, oral presentation at
the Flatlands beyond Graphene 2016, 5-8 July 2016, Bled/Slovenia.
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17.

18.

“Mo2C as a high-capacity anode material: a first-principles study”, oral presentation at the
e-mrs meeting, 2-6 May 2016, Lille/France.

“Optical and electronic properties of few-layer black phosphorus: DFT perspective”,
invited oral presentation, University of North Dakota, 7 April 2016, 2016, Grand Forks/ND
USA.

“Remarkable effect of stacking on the electronic and optical properties of few layer black
phosphorus”, oral presentation at Nanotrll, 22-25 June 2015, Middle East Technical
University, Ankara/Turkey.

“Energy applications from first principles calculations”, invited oral presentation, Anadolu
University, September 2014, Eskisehir/Turkey.

“Dependence of the electronic and transport properties of metal-MoSe2 interfaces on the
contact structures”, oral presentation at Graphene and related materials 9-11 June 2014,
IYTE, Izmir/Turkey.

“Doping of rhenium disulfide monolayer: A systematic first principles study”, poster
presentation at Graphene Week 23-27 June 2014, Gothenburg/Sweden.

“Charge transfer at organic donor-acceptor semiconductor interfaces” poster presentation at
OIST International Symposium on Organic Electronics, 2012, Okinawa/Japan.

“Fermi level pinning at electrode-organic semiconductor interfaces” oral presentation at
APS March meeting (2012), Boston/USA.

“Charge transfer at organic donor-acceptor semiconductor interfaces” poster presentation at
CHAIN meeting, November 28-30 (2011), Maarssen/The Netherlands.

“Reaction pathways in the reactive composite Mg(NH2)> + LiH” oral presentation at APS
March meeting, March 19-25 (2011), Dallas/USA.

“Fermi level pinning at electrode-organic semiconductor interfaces” poster presentation at
First principles theory and modeling in organic electronics, January 31-February 3 (2011),
CECAM, Lausanne/Switzerland.

“Reaction pathways in the reactive composite Mg(NH.). + LiH” oral presentation at
Scientific meeting on Chemistry related to Physics & Material sciences, February 15-16
(2010), Veldhoven/The Netherlands

“Reaction pathways in the reactive composite Mg(NH3z)2 + LiH” oral presentation at 4™
Symposium Hydrogen and Energy, January 24-29 (2010), Wildhaus/Switzerland.



19. “Adsorption of BrPDI, BrGly, and BrAsp dye molecules on rutile TiO2 (110) surface for
dye sensitized solar cell applications” oral presentation at NANO-TR 4, Istanbul Technical
University, June 9-13 (2008), Istanbul/Turkey.

20. “Electronic and mechanical properties of molybdenum selenide type nanowires”, oral
presentation at NANO-TR 2, Middle East Technical University, May 3-5 (2006),
Ankara/Turkey.

21. “Electronic and mechanical properties of iron disilicides (FeSi2)”, poster presentation at
Condensed Matter Physics Meeting, Middle East Technical University, November 3
(2006), Ankara/Turkey.

Research Highlights:
e The Editors of the Journal of Applied Physics thought that our work on iridium-silicide
monolayer is noteworthy and have chosen it to be promoted as an Editor's Pick.

e My article titled ‘The influence of surface functionalization on thermal transport and
thermoelectric properties of MXene monolayers’ has been specially selected to feature in an
Editor’s Choice web collection focusing on the use of 2D materials in energy conversion and
storage in Journal of Materials Chemistry A.

e My article titled ‘M02C as a high-capacity anode material: a first-principles study’ has been
specially selected to feature in an Editor’s Choice web collection focusing on the recent
advances in batteries in Journal of Materials Chemistry A.

e Article, “On the structural and electronic properties of Ir-silicide nanowires on Si(001)

surface”, is published on the cover article of the 1" September 2016 issue of Journal of
applied physics
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