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EXPERTISE

First Principles Simulations
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Electronic and Thermal Transport Properties
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Piezoelectric and Ferroelectric Properties
Molecular Dynamics Simulations
Dynamical, Mechanical, Thermodynamical... Properties
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Membranes
Interatomic Potential Generation
Machine Learning Potentials
Tersoff and Stillinger-Weber Force Field Generation
Stochastic and Machine Learning Algorithms
Ensemble Monte Carlo Simulation
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Web of Science Citation: 5234 h-index: 37

EDUCATION

PhD
Physics, Bilkent University, Tiirkiye, 2008
Thesis: Carrier dynamics in silicon and germanium nanocrystals.
Advisor: Dr. Ceyhun Bulutay

MS
Physics, Bilkent University, Tiirkiye, 2003
Thesis: High field transport phenomena in wide bandgap semiconductors.
Advisor: Dr. Ceyhun Bulutay
BC
Physics, Abant Izzet Baysal University, Tiirkiye, 2001
WORK EXPERIENCE
May 2022 -
University of Antwerp, Belgium
Department of Physics

June 2018 — May 2022

Eskisehir Technical University, Tiirkiye

Department of Mechanical Engineering, Department Head (2018-2021)
February 2021 — August 2021

Antwerp University, Belgium

Computational Materials Theory, Department of Physics, Visiting Researcher
February 2015 — June 2018

Anadolu University, Tiirkiye

Department of Mechanical Engineering, Department Head
March 2012 — February 2015

Anadolu University, Tiirkiye

Department of Mechanical Engineering, Faculty Member
February 2012 — March 2012



Anadolu University, Tiirkiye
TUBITAK — Research Associate

May 2008 — February 2012

Texas A&M University, TX, ABD
Postdoctoral Research Associate

September 2001 — December 2008

Bilkent University, Tiirkiye
Research Assistant, MS and PhD Scholarship

ACADEMIC TITLES

Associate Professor Physics, University of Antwerp, 05/2022 (30% ZAP 70% Researcher)
Professor Mechanical Engineering, Anadolu University, 08/2019

Associate Professor Mechanical Engineering, Anadolu University, 01/2015

Assistant Professor Mechanical Engineering, Anadolu University, 02/2013

ACADEMIC EXPERIENCE
June 2019 - June 2022

TUBITAK International Bilateral Projects Group (UPAG) Executive Board Member

June 2020 - June 2021

YOK Online Physics Experiment Development Advisory Board Member

AWARDS

2017 The Scientific and Technological Research Council of Turkiye, TUBITAK, Incentive Award
2017  Science Academy, BAGEP

2014  Turkish Academy of Science, GEBIB

2013 Anadolu University, Encouragement Award

2012 TUBITAK Reintegration Program

2006  European Material Research Society Graduate Student Award, Nice, France

GIVEN COURSES

ESTU: Eskisehir Technical University, Turkey (Education in English)
ME: Mechanical Engineering

MSE: Materials Science and Engineering

PHY: Physics

FE: Faculty of Engineering

FS: Faculty of Science

UGC: Undergraduate Course

GC: Graduate Course

2021 -2022 Fall

2020 -

2020 -

2019 -

2019 -

2018 -

2018 -

MKM 330 MATLAB Programming for Engineers (UGC) — Role: Lecturer — ME, FE, ESTU
2021 Spring

MKM 330 MATLAB Programming for Engineers (UGC) — Role: Lecturer — ME, FE, ESTU

MKM 404 Design in Mechanical Engineering II (UGC) — Role: Lecturer — ME, FE, ESTU
2021 Fall

BIL 200 Computer Programming (UGC) — Role: Lecturer - ME, FE, ESTU

MKM 403 Design in Mechanical Engineering I (UGC) — Role: Lecturer — ME, FE, ESTU
2020 Spring

MKM 102 Introduction to Mechanical Engineering (UGC) — Role: Lecturer — ME, FE, ESTU

FIZ 552 Quantum Physics (GC) — Role: Lecturer — PHY, FS, ESTU

MKM514 Atomic Simulation of Materials (GC) — Role: Lecturer — FE, ESTU
2020 Fall

BIL 200 Computer Programming (UGC) — Role: Lecturer — ME, FE, ESTU

ITN 511 Advanced C++ Programming (GC) — Role: Lecturer — FE, ESTU
2019 Spring

MKM 102 Introduction to Mechanical Engineering (UGC) — Role: Lecturer - ME, FE, ESTU

MLZ 498 Design for Materials Science and Engineering (UGC) — Role: Lecturer - MSE, FE, ESTU
2019 Fall

BIL 200 Computer Programming (UGC) — Role: Lecturer — FE, ESTU

ITN 511 Advanced C++ Programming (GC) — Role: Lecturer — FE, ESTU

2017 — 2018 Spring

ITN 503 Nanotechnology Application Areas (GC) — Role: Lecturer — FE, ESTU



IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer — MSE, FE, ESTU
2017 - 2018 Fall

BIL 200 Computer Programming (UGC) — Role: Lecturer — FE, ESTU

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer - MSE, FE, ESTU

MKM 511 Advanced C++ Programming (GC) — Role: Lecturer — FE, ESTU
2016 —2017 Spring

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer - MSE, FE, ESTU

MLZ 498 Design Applications in Materials Science (UGC) — Role: Lecturer — MSE, FE, ESTU

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

FIZ 552 Quantum Physics (GC) — Role: Lecturer — PHY, FS, ESTU
2016 —2017 Fall

MKM 103 Technical English for Mechanical Engineers (UGC) — Role: Lecturer — ME, FE, ESTU

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer —- MSE, FE, ESTU
2015 -2016 Spring

MLZ 498 Design Applications in Materials Science (UGC) — Role: Lecturer — MSE, FE, ESTU

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU
2015-2016 Fall

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer — MSE, FE, ESTU
2014 — 2015 Spring

MLZ 498 Design Applications in Materials Science (UGC) — Role: Lecturer - MSE, FE, ESTU
2014 — 2015 Fall

BIL 255 Advanced Computer Programming (UGC) — Role: Lecturer — FE, ESTU

MLZ 498 Design Applications in Materials Science (UGC) — Role: Lecturer — MSE, FE, ESTU
2013 — 2014 Spring

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

MLZ 450 Computational Materials Science (UGC) — Role: Lecturer — MSE, FE, ESTU

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer — MSE, FE, ESTU

ITN 503 Nanotechnology Application Areas (GC) — Role: Lecturer — FE, ESTU
2013 -2014 Fall

BIL 255 Advanced Computer Programming (UGC) — Role: Lecturer — FE, ESTU

IST 201 Statistics (UGC) — Role: Lecturer — FE, ESTU

MLZ 497 Design for Materials Science and Engineering (UGC) — Role: Lecturer — MSE, FE, ESTU

MLZ 498 Design Applications in Materials Science (UGC) — Role: Lecturer — MSE, FE, ESTU
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Online Lecture Document Development — January 2015 — December 2018
Eskisehir Technical University Distant Education System, Tiirkiye
Online Lecture Presentation and Test preparation

Research Assistance — September 2001 — January 2008
Department of Physics, Bilkent University, Tiirkiye
Undergraduate Physics Mechanic and Electric Laboratory Assistant
Undergraduate Physics Mechanic and Electric Tutor

SUPERVISION ACTIVITIES
Jovana Vlahovic — Ph.D. Co-Supervisor, 2022 — ...
Physics Department, Antwerp University, Belgium
Wilson Nieto — Ph.D. Co-Supervisor, 2022 — ...
Physics Department, Antwerp University, Belgium
Ali Ghojavand — Ph.D. Co-Supervisor 2022 — ...
Physics Department, Antwerp University, Belgium
Reyhan Bagar — Ph.D. Co-Supervisor, 2017 — 2023
Materials Science and Engineering Department, Eskisehir Technical University, Tiirkiye
Ayberk Ozden — Ph.D. Co-Supervisor, 2014 —2019
Materials Science and Engineering Department, Eskisehir Technical University, Tiirkiye
Yagmur Aksu Korkmaz — Ph.D. Co-Supervisor, 2015 — 2021
Physics Department, Bilkent University, Tiirkiye
Arash Mobaraki — Ph.D. Co-Supervisor, 2013 — 2019
Physics Department, Bilkent University, Tiirkiye



Tugbey Kocabas — Ph.D. Co-Supervisor, 2018 — 2025

Materials Science and Engineering Department, Eskisehir Technical University, Tiirkiye

Oznur Demirkol — Ph.D. Co-Supervisor, 2021 — 2024

Physics Department, Eskisehir Technical University, Tiirkiye

Ali Kandemir — MS Supervisor, 2013 — 2015

Materials Science and Engineering Department, Eskisehir Technical University, Tiirkiye

Ugur Yorulmaz — MS Supervisor, 2015 — 2017

Materials Science and Engineering Department, Eskisehir Technical University, Tiirkiye

Tugbey Kocabas — MS Supervisor, 2016 — 2018

Advanced Research Center, Eskischir Technical University, Tirkiye

Ilker Demiroglu — Postdoctoral Supervisor, 2017 — 2020

Mechanical Engineering Department, Eskisehir Technical University, Tiirkiye

Yenal Karaaslan — Postdoctoral Supervisor, 2018 — 2020

Mechanical Engineering Department, Eskisehir Technical University, Tiirkiye

Zafer Kandemir — Postdoctoral Supervisor, 2019 — ...

Mechanical Engineering Department, Eskisehir Technical University, Tiirkiye
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BN Soski¢, J Bekaert, C Sevik, MV Milosevié, Enhanced Superconductivity of Hydrogenated p12
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Z Kandemir, P D'Amico, G Sesti, C Cardoso, MV Milosevi¢, C Sevik, Optical properties of
metallic MXene multilayers through advanced first-principles calculations, Physical Review
Materials 8 (7), 075201

BN Soski¢, J Bekaert, C Sevik, Z Sljivan¢anin, MV Milosevié, First-principles exploration of
superconductivity in intercalated bilayer borophene phases, Physical Review Materials 8 (6),
064803

U Yorulmaz, D Sabani, C Sevik, MV Milogevi¢, Goodenough—Kanamori—Anderson high-
temperature ferromagnetism in tetragonal transition-metal xenes, 2D Materials 11 (3), 035013

Z Kandemir, P D'Amico, G Sesti, C Cardoso, MV Milosevi¢, C Sevik, Optical properties of
metallic MXene multilayers through advanced first-principles calculations, Physical Review
Materials 8 (7), 075201

DMN Thomen, C Sevik, MV Milosevi¢, LK Teles, A Chaves, Strain and stacking registry effects
on the hyperbolicity of exciton polaritons in few-layer black phosphorus, Physical Review B 109
(24), 245413

T Kocabas, B Samanta, ES Barboza, C Sevik, MV Milosevi¢, D Cakir, Electron-phonon coupling
and thermal conductivity of MAB compounds, Physical Review Materials 8 (5), 055002

E. Torun, F. Paleari, M. V. Milosevic, L. Wirtz, and C. Sevik, Intrinsic control of interlayer exciton
generation rate in van der Waals materials via Janus layers, Nano Letters, 23 (8), 3159-3166

D Kaya, I Demiroglu, IB Isik, HH Isik, SK Cetin, C Sevik, A Ekicibil, .et al. Highly active
bimetallic Pt—Cu nanoparticles for the electrocatalysis of hydrogen evolution reactions:
Experimental and theoretical insight, International Journal of Hydrogen Energy 48 (95), 37209-
37223

SO Akande, B Samanta, C Sevik, D Cakir, First-principles investigation of mechanical and
thermal properties of MAIB (M=Mo, W), Cr2AIB2, and Ti2InBa, Physical Review Applied 20 (4),
044064

SA Sumaiya, I Demiroglu, OR Caylan, GC Buke, C Sevik, MZ Baykara, Atomically Resolved
Defects on Thin Molybdenum Carbide (a-Mo2C) Crystals, Langmuir 39 (31), 10788-10794

IM Padilla Espinosa, Y Karaaslan, C Sevik, A Martini, Atomistic model of the anisotropic
response of ortho-Mo2C to indentation, AIP Advances 13 (6)
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E. Zuiiiga-Puelles, V. Levytskyi, A. Ozden, T. Giirel, N. Bulut, C. Himcinschi, C. Sevik, J. Kortus,
R. Gumeniuk, Thermoelectric properties and scattering mechanisms in natural PbS, Physical
Review B 107 (19), 195203

G Ozbal Sargin, S Sarikurt, H Sevingli, C Sevik, The peculiar potential of transition metal
dichalcogenides for thermoelectric applications: A perspective on future computational research,
Journal of Applied Physics 133 (15)

M Zamani, H Yapicioglu, A Kara, C Sevik, Statistical analysis of porcelain tiles’ technical
properties: full factorial design investigation on oxide ratios and temperature, Physica Scripta 98
(12), 125953

C. Sevik, J. Bekaert, M. V. Milosevic, Superconductivity in functionalized niobium-carbide
MXenes, Nanoscale 15 (19), 8792-8799

T Kocabas, M. Keceli, A. V. Mayagoitia, C. Sevik, Gaussian Approximation Potentials for
Accurate Thermal Properties of Two-Dimensional Materials, Nanoscale 15 (19), 8772-8780

C Sevik, J Bekaert, M Petrov, MV Milosevi¢, High-temperature multigap superconductivity in
two-dimensional metal borides, Physical Review Materials 6 (2), 024803

T Giirel, YA Altunay, P Bulut, S Yildirim, C Sevik, Comprehensive investigation of the
extremely low lattice thermal conductivity and thermoelectric properties of Baln2Tes Physical
Review B 106 (19), 195204

M Seyedmohammadzadeh, C Sevik, O Giilseren, Two-dimensional heterostructures formed by
graphenelike ZnO and MgO monolayers for optoelectronic applications, Physical Review
Materials 6 (10), 104004

U Yorulmaz, D Sabani, M Yagmurcukardes, C Sevik, MV Milogevi¢, High-throughput analysis
of tetragonal transition metal Xenes, Physical Chemistry Chemical Physics 24 (48), 29406-29412

Z Kandemir, E Torun, F Paleari, C Yelgel, C Sevik, Surface termination dependence of electronic
and optical properties in MXene monolayers, Physical Review Materials 6 (2), 026001

M Oper, U Yorulmaz, C Sevik, F Ay, N Kosku Perkgéz , Controlled CVD growth of ultrathin
(MXene) flakes, Journal of Applied Physics 131 (2), 025304

EI Duden, U Savaci, S Turan, C Sevik, I Demiroglu, Intercalation of argon in honeycomb
structures towards promising strategy for rechargeable Li-ion batteries, Journal of Physics:
Condensed Matter 35 (8), 085301

J Bekaert, C Sevik, MV MiloSevi¢, Enhancing superconductivity in MXenes through
hydrogenation, Nanoscale 14 (27), 9918-9924

O Demirkol, C Sevik, I Demiroglu, First principles assessment of the phase stability and transition
mechanisms of designated crystal structures of pristine and Janus transition metal dichalcogenides,
Physical Chemistry Chemical Physics 24 (12), 7430-7441

L Rani, C Sevik, Hot Electron Relaxation in Ferromagnetic Metals: Memory Function Approach,
Journal of Superconductivity and Novel Magnetism 35 (1), 167-177

T Kocabag, D Cakir, C Sevik, First-principles discovery of stable two-dimensional materials with
high-level piezoelectric response, Journal of Physics: Condensed Matter 33 (11), 115705

YA Korkmaz, C Bulutay, C Sevik, k-p Parametrization and Linear and Circular Dichroism in
Strained Monolayer (Janus) Transition Metal Dichalcogenides from First Principles, The Journal
of Physical Chemistry C 125 (13), 7439

F Saiz, Y Karaaslan, R Rurali, C Sevik, Interatomic potential for predicting the thermal
conductivity of zirconium trisulfide monolayers with molecular dynamics, Journal of Applied
Physics 129 (15), 155105

Y Karaaslan, JB Haskins, H Yapicioglu, C Sevik, Influence of randomly distributed vacancy
defects on thermal transport in two-dimensional group-III nitrides, Journal of Applied Physics
129 (22), 224304

I Demiroglu, Y Karaaslan, T Kocabas, M Kegeli, A Vazquez-Mayagoitia, C Sevik, Computation
of the Thermal Expansion Coefficient of Graphene with Gaussian Approximation Potentials,
The Journal of Physical Chemistry C 125 (26), 14409
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I Demiroglu, C Sevik, Extraordinary negative thermal expansion of two-dimensional nitrides: A
comparative ab initio study of quasiharmonic approximation and molecular dynamics
simulations, Physical Review B, 103 (8), 085430

J Sun, Y Li, Y Karaaslan, C Sevik, Y Chen, Misfit dislocation structure and thermal boundary
conductance of GaN/AIN interfaces, , Journal of Applied Physics 130 (3), 035301

Y Karaaslan, H Yapicioglu, C Sevik, Assessment of Thermal Transport Properties of Group-I1I
Nitrides: A Classical Molecular Dynamics Study with Transferable Tersoff-Type Interatomic
Potentials, Physical Review Applied 13 (3), 034027

P Bulut, B Beceren, S Yildirim, C Sevik, T Giirel, Promising room temperature thermoelectric
conversion efficiency of zinc-blende Agl from first principles, Journal of Physics: Condensed
Matter 33 (1)

EMD Siriwardane, I Demiroglu, C Sevik, FM Peeters, D Cakir, Assessment of Sulfur-
Functionalized MXenes for Li-lon Battery Applications, The Journal of Physical Chemistry C,
124 (39)

T Kocabasg, D Cakir, C Sevik, First-principles discovery of stable two-dimensional materials
with giant piezoelectric response, Journal of physics. Condensed Matter 33 (11)

S Sarikurt, T Kocabas, C Sevik, High-throughput computational screening of 2D materials for
thermoelectrics, Journal of Materials Chemistry A 8 (37), 19674

J Bekaert, C Sevik, MV Milosevic, First-principles exploration of superconductivity in MXenes,
Nanoscale, 12 (33), 17354

F Turker, OR Caylan, N Mehmood, TS Kasirga, C Sevik, G Cambaz Buke, CVD synthesis and
characterization of thin Mo2C crystals, Journal of the American Ceramic Society 103, 5586

Y A Korkmaz, C Bulutay, C Sevik, Defect states in monolayer hexagonal BN: A comparative DFT
and DFT-1/2 study, Physica B: Condensed Matter 584, 411959

U Yorulmaz, I Demiroglu, D Cakir, O Giilseren, C Sevik, A systematical ab-initio review of
promising 2D MXene monolayers towards Li-ion battery applications, Journal of Physics: Energy
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Y Karaaslan, H Yapicioglu, C Sevik, Assessment of Thermal Transport Properties of Group-II1
Nitrides: A Classical Molecular Dynamics Study with Transferable Tersoff-Type Interatomic
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Y A Korkmaz, C Bulutay, C Sevik, Defect states in monolayer hexagonal BN: A comparative DFT
and DFT-1/2 study, Physica B: Condensed Matter 584, 411959

EMD Siriwardane, I Demiroglu, C Sevik, D Cakir, Achieving Fast Kinetics and Enhanced Li
Storage Capacity for Ti3C202 by Intercalation of Quinone Molecules, ACS Applied Energy
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G Ozbal, RT Senger, C Sevik, H Sevingli, Ballistic thermoelectric properties of monolayer
semiconducting transition metal dichalcogenides and oxides, Physical Review B 100 (8), 085415

M Yagmurcukardes, C Sevik, FM Peeters, Electronic, vibrational, elastic, and piezoelectric
properties of monolayer Janus MoSTe phases: A first-principles study, Physical Review B 100
(4), 045415

A Mobaraki, C Sevik, H Yapicioglu, D Cakir, O Giilseren, Temperature-dependent phonon
spectrum of transition metal dichalcogenides calculated from the spectral energy density: Lattice
thermal conductivity as an application, Physical Review B 100 (3), 035402

H Sar, A Ozden, I Demiroglu, C Sevik, NK Perkgoz, F Ay, Long-Term Stability Control of CVD-
Grown Monolayer MoS:, Physica Status Solidi (RRL)-Rapid Research Letters 13 (7), 1800687

C Sevik, D Cakir, Tailoring Storage Capacity and Ion Kinetics in Graphene Heterostructures by
Functionalization of Graphene, Physical Review Applied 12 (1), 014001

B Yorulmaz, A Ozden, H Sar, F Ay, C Sevik, NK Perkgdz, CVD growth of monolayer WS2
through controlled seed formation and vapor density, Materials Science in Semiconductor
Processing 93, 158
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T Kocabas, A Ozden, I Demiroglu, D Cakir, C Sevik, Determination of Dynamically Stable
Electrenes towards Ultra fast Charging Battery Applications, The Journal of Physical Chemistry
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materials: Comparative study between lattice dynamics and ab initio calculations, Phys. Rev.
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A. Kandemir, A. Ozden, T. Cagin, C. Sevik, Thermal conductivity engineering of bulk and one-
dimensional Si-Ge nanoarchitectures, Science and Technology of Advanced Materials 18, 187.
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Soykan Cengiz, Ozdemir Kart Sevgi, Sevik Cem, Tahir Cagin, “Martensitic Transformation of
Ni2FeGa Magnetic Shape Memory Alloy Studied by Density Functional Theory” TMS-MEMA-
2015, Doha, Qatar
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molecular dynamics study”, CECAM-DE-MM 1P, Bremen, Germany
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Sarikurt Sevil, Sevik Cem, Alper Kinaci, Justin B Haskins, Tahir Cagin, “Lattice Thermal
Conductivity of Si and Ge Nanowires”, IMEC Annual Meeting, College Station, TX, USA

Sevik Cem, Sevincli Haldun, Gianaurelio Cuniberti, Cagin Tahir, “Substantial reduction of thermal
conductivity of defected carbon nanotubes”, APS March Meeting, Dallas, TX, USA

Yilmaz Diindar, Sevik Cem, Bulutay Ceyhun, Cagin Tahir, “Understanding Vibrational Spectra of
Silicon Nanocrystals”, APS March Meeting, Dallas, TX, USA

Giirel Tanju, Sevik Cem, Cagin Tahir, “Investigation of first principle thermoelectric properties of
compound semiconductors”, APS March Meeting, Dallas, TX, USA

Sevik Cem, Cagin Tahir, “Thermoelectric Performance of Quaternary Compounds: Cu2ZnSnX4,
X=S, Se, Te”, MRS Fall Meeting, Boston, MA, USA

Sevik Cem, Cagin Tahir, “Structural and Electronical properties of CeO2, ThO2 and their alloy
formations, DFT+U study”, MRS Fall Meeting, Boston, MA, USA

Sevik Cem, Bulutay Ceyhun, “Atomistic Theoretical Modeling of Auger Recombination in Si and
Ge Nanocrystals”, MRS Fall Meeting, Boston, MA, USA

Sevik Cem, Bulutay Ceyhun, “Atomistic Theoretical Modeling of Auger Recombination in Si and
Ge Nanocrystals”, Seminano Meeting, Bad Honnef, Germany

Sevik Cem, “Nanocrystal research at Bilkent University”, Cost 288 Meeting, Nottingham, UK

Sevik Cem, Bulutay Ceyhun, “Computational modeling of quantum-confined impact ionization in
Si nanocrystals embedded in Si02”, E-MRS Spring Meeting, Nice, France

Sevik Cem, Bulutay Ceyhun, “Novel high-k inverse silver oxide phases of Si02, GeO2, SnO2, and
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o Sevik Cem, Bulutay Ceyhun, “Gunn oscillation in GaN based Gunn Diodes, 13th International
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BOOK CHAPTERS
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o P. Derosa and T. Cagm, Multiscale Modelling: From atoms to devices. CNR Publication,

December 2010. (Chapter 8 by Cem Sevik: Ensemble Monte Carlo Device Modelling: High-

Field Transport in Nitrides. )
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The Formation and Characterization of 2D Metal
Carbides for EM Shielding Applications:
Experimental and First Principles Computational
Study

Classification of 2-dimensional MXen structures
through a systematic study of electronic and magnetic
properties and designing MXen based spintronic
devices

Systematical determination of superconducting
critical temperatures of 2D materials (MXene, Boride
and Electrylide) and the effect of functionalization by
means of Density Functional (Perturbation) Theory
Systematical Investigation of Dynamical Mechanical
and Electronic Properties of Innovative 2D MXene
Crystals and Their Large Area CVD Growth
Investigation of Thermal Transport Properties of one-
and two-dimensional Si, Ge, and Si-Ge Nano
Structures and Determination of Possible High-
Performance Thermoelectric Structures.
Computational investigation of two-dimensional
double transition metal Mxene materials towards ion-
battery applications

Atomistic simulation of thermal conduction and
phonon transport in single layer Chalcogens MoX2
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Atomistic Simulations of Thermal Transport in
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Investigation of Piezoelectric Properties of Hybrit
Nanostructures (BN, MoSz, C-Bn) by First
Principles Calculations
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