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Education
B.Sc. in Physics (1996), Physics Department, University of loannina, loannina, Greece

M.Sc. in Physics (1999), Physics Department, University of loannina, loannina, Greece, Thesis
topic "Study of the vibrational and structural properties of the low index CusAu surfaces with and
without Cu or Au adatoms by Molecular Dynamics Simulations".

Ph.D. in Physics (2001), Physics Department, University of loannina, loannina, Greece, Thesis
subject: "Computer simulation study of the properties of the ordered AzB alloy surfaces (CuszAu,
NizAl)".

Professional positions

Postdoctoral Research assistant (2002) at the School of Computational Sciences, George Mason
University, Fairfax VA, USA and the Center for Computational Materials Science, Naval Research
Laboratory (NRL),Washington D.C., USA.

Teaching and research assistant (1-1-2003 until -31-8-2005): Materials Science and Engineering
Department, University of loannina, Greece

Lecturer (31-8-2005 until 6-9-2009) at the Materials Science and Engineering Department,
University of loannina, Greece

Assistant Professor (7-9-2009 until 7-7-2015) at the Materials Science and Engineering
Department, University of loannina, Greece

Associate Professor (7-7-2015 until now) at the Materials Science and Engineering Department,
University of loannina, Greece

Guest Professor in the Physics Dept., University of Vienna, Austria (May-June 2017): Teaching the
course of "Computational Science of Nanoscaled Crystalline, Amorphous and Hybride Materials* to
undergraduate, MSc and Phd students also performing practical sessions in the Computer laboratory
using the VASP (DFT) and the LAMMPS (MD) codes



Academic/Teaching experience:

Teaching experience:
Teaching courses at the Department of Materials Science and Engineering:
1. General Physics II (electricity-magnetism) (2003-until today,2™ semester, 4 ECTS units)
2. Atomic and electronic structure of solids (2003-until today,5™ semester, 4 ECTS units)
3. Applications of Information Technology (6th semester elective, 4 ECTS units)
4. Computational Methods in Materials Science (7th semester elective, 4 ECTS units)
5. Introduction to Advanced Computational Methods in Materials Science (9th semester
elective, 4 ECTS units)
The courses’ transparencies are available at http://cmsl.materials.uoi.gr/lekka/courses.html

Teaching the graduate courses at the Master Program “ Advanced Materials”:
6. “Atomic and Electronic Structure of Advanced Materials”
7. "Advanced computational material modeling"

Teaching the graduate courses at the Master Program *“ Materials Chemistry and Technology”:
8. “Crystal structure — Mechanical and magnetic properties”. Subject: Introduction to advanced

computational methods in Chemistry and material science”

Author of University courses notes
1.1. Introduction to advanced computational methods in materials science (9° semester, selective
course, Number of Chapters 6 and number of pages 85)
1.2. Computational methods in material science (7° semester, selective course, number of
chapters 7 and number of pages 77), Co-author Prof. G.A.Evangelakis

Advisor in PhD Thesis:
1. M. Gialampouki: «Organic-inorganic hybridic nanomaterials with predetermined
properties», (1-12-2010 — 28-2-2014) Current Postdoctoral fellow in Brown Univ. USA
2. G. Bokas, «Ab initio and semiempirical calculations on new nanostructured composite
materials», (25.01.2011 — March 2014) Accepted for as Postdoctoral fellow in Wisconsin
Univ. USA
3. J.J. Gutierrez Moreno, “Theory-guided bottom-up design of low-rigidity Ti-based alloys (ab
initio and molecular dynamics calculations ”, (10.03.2011 — 11.2014)
4. C. Cutrano, “ Computational design of functional Fe- and Cu- based coatings for
environmentally sustainable applications’, (Oct 2015 — 11.05.2020)
5. Y. Fortouna, " Antibacteria coatings of metallic surfaces: From ab-initio to large scale
simulations”, (5.2020 - until today
Member of the three member PhD committee of Dr L. Kutsokera, July 2010
Member of the seven member PhD committee of Dr D.Kilimi (2010), Dr G.Tziatzos (December
2010), Dr X. Zumbou (January 2012), in the Department of Materials Science and Engineering,


http://cmsl.materials.uoi.gr/lekka/courses.html

University of loannina and Dr E. Kalesaki, Department of Physics, Aristotle University of
Thessaloniki (February 2012)

Advisor in Master Thesis:
1. M. Gialampouki, «Strustural and electronic properties of Ti nanoclusters on carbon nanotube
or graphene by ab initio calculations», October 2010.
2. A. Balerba, «Structural properties and diffusion of graphene on Cu surfaces by molecular
dynamics simulations », June 2013.
3. M. Bouri, « L-glutamin on Cu(111) surface by density functional theory», Jan 2015
4. M. Zegos «H,0 on Cu(111) surface by density functional theory,Feb 2016
Member of the three member Master committee of Mr. G. Almiras (2009), Ms A.Lagogianni (2009)
and Mr G. Bokas (Nov 2010) at the Department of Physics, University of loannina

Advisor in the under graduated students final year thesis

1.1. Study of the structural and electronic properties of Fe — Flavonoids complexes (luteolin, 7,8
dihydroxyflavon, fisetin, quercetin) using DFTB calculations, Vasileiou H. April 2005

1.2. Study of the structural and electronic properties of Flavonoids without Fe chelating
properties (Chrysin, 7-Hydroxyflavon, Flavon, 5-Hydroxyflavon) using DFTB, A.Kitsaki ,
April 2005

1.3. Structutal, electronic and vibrational properties of Cu nanowires with TB calculations and
MD simulations, Z. Salta, June 2006

1.4. Study of the structural and electronic properties of Ti and Ti-O clusters on carbon nanotube
by DFT calculations, M. Gialambouki, October 2008

1.5. Study of structural and electronic properties of Nb nanowires with TBMD calculations , M.
Georgiadis, April 2009

1.6. Study of structural and electronic properties of Fe-O clustes on carbon nanotubes with DFT
calculations S. Giorgi, November 2010

1.7. Study of structural and electronic properties of Metal nitridies using ab initio calculations,
Th. Gouziotis, April 2011

1.8. Study of structural and electronic properties of Ti nanowires on carbon nanotudes by ab
initio calculations, A. Balerba, October 2011

1.9. Study of structural and electronic properties of Cu nanowires on carbon nanotubes by ab
initio calculations O. Gouma May 2012

1.10.Study of structural and electronic properties of Zn-flavonoids by DFT calculations, A.
Kotsiopoulos Nov 2012

1.11.Growth of graphene flakes on Cu (001) surface by Molecular Dynamics Simulations,
Kotanidis Alexios (AM. 951) Nov 2013

1.12.Structural and electronic properties of Ti-based alloys by ab initio calculations Papantoniou
Alexios (AM. 687) July 2014

1.13.Growth of graphene flakes on Cu (111) surface by Molecular Dynamics Simulations,
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Paraskeuas Aggelos (AM. 688) Nov 2019
1.14.Biocompatible Ti-based alloys by ab initio calculations, Aris Dimou (AM. 1219 ) Sept.
2019
1.15. Hybrids of Curcumin and Magnetic Fe-O nanoclusters by ab initio calculations, Eleni
Kitsou (AM 1933) Nov 2019
Member in the thesis committee of several students with thesis advisors Assoc. Prof D.
Papageorgiou, Assoc. Prof. E. Lidorikis and Assist. Prof. P. Patsalas.

Department administration committees
1.1. Economics (President since 2009)
1.2. Student’s advisor committee (since 2010)
1.3. Graduate student’s selecting examinations (since 2010)
1.4. Organizing the Department’s Divisions (2009)



Research experience

Actual research interests

1.

Study of the atomic and electronic structure of metals and theirs alloys, with or without defects,
nanosized objects, biological molecules, metal/graphene or metal/CNT hybrids with the the
Augmented Plane Wave (APW) theory, Density Functional theory (DFT) and the NRL-Tight
Binding (NRL-TB) theory.

Study of structural, vibrational, mechanical and diffusion properties of metals and their alloys
with classical semi-empirical molecular dynamics simulations (emphasis on metallic glasses,
surface properties and nanosized objects)

Awards:

1.

Poster award at the XIX National Solid State and Materials Science Conference, Thessaloniki,
(21-24)-9-2003 for the presentation entitled “Electronic and optical properties of adsorbed
biomolecules (adenine-cytosine)”, by Ch.E. Lekka, G. Zonios, E. Kaxiras

Oral presentation award at the 14th ISMANAM2007, International Symposium on Metastable
and Nano Materials, 26-30 August 2007, Chandris Hotel, Corfu, Chandris, Greece for the
presentation entitled “Microscopic aspects of the deformation accommodation in the CugsZrsy
Metallic Glass” by Ch.E. Lekka, L. Tayebi, A.R. Yavari, G.A. Evangelakis

Oral presentation award at the 6o National Conference of “Free Radical and Antioxidant
activity” Pramada (18-21)-9-2008, Greece for the presentation entitled: «Complexation of
flavonoids with iron and Copper: Structure and Optical Signatures and tovg Ch.E. Lekka, Jun
Ren, Sheng Meng, Efthimios Kaxiras.

Poster award at the 27° Panhellenic conference on solid state physics and materials science,
Limassol, Cyprus, September 2011 otnv epyacia «Structural and electronic properties of Ti-
Nanowires/C-single wall nanotubes composites by Density functional theory calculations», M.
Gialambouki, A. Balerba, Ch.E. Lekka

Best poster award, 19th International symposium on ISMANAM “Metastable, amorphous and
nanostructured materials”, 18-22 June 2012, Moscow, Russia, entitle «Structural, electronic and
mechanical properties of Ti-Nbx (x<50) alloys», J.J. Gutiérrez Moreno, N. Panagiotopoulos,
D.G. Papageorgiou, G.A.Evangelakis, Ch.E. Lekka, Uol and M. Bonisch, A. Helth, M. Calin, A.
Gebert, M. Stoica, J. Eckert, IFW

Poster award at the 280 Panhellenic conference on solid state physics and materials science,
Patra, September 2012 otV gpyacia «Al/Nb Microalloying effect and bonding particularities in
the microstructure of Cu-Zr Metallic Glasses by ab-initio calculations», G. Bokas,
G.A.Evangelakis, Ch.E. Lekka

Patent

A.T. Murdock, A.A. Koos, N. Grobert, C.E. Lekka, Process: Structural control of 2D nanomaterials
produced by CVD on dedicated substrates, UK and US patent application filed March 2013, see
Graphene Manufacture Technique: Isis Project No 8727 for further information.



Invited talks:
1. Conferencies :

1.1. Conference on Applied Surface Modeling: Experiment, Theory and Simulations, (21-
23 August 2002), NASA, Cleveland, Ohio, USA: «Structural and electronic properties of
the CusAu(11l) surface», Ch.E. Lekka, N. Bernstein, M.J. Mehl and D.A.
Papaconstantopoulos
1.2. Euronano BMG-Europe conference, Paris, 2-4 Dec, 2007 «Tensile deformation
accommodation in microscopic metallic glasses via subnanocluster reconstructions», Ch.E.
Lekka, A. lbenskas, L. Tayebi, A.R. Yavari, G.A. Evangelakis
1.3. 16th International Symposium on Metastable, Amorphous and Nanostructured
Materials (ISMANAM 2009) Beijing, China, July 5 - 9, 2009, «On the origin of the short
range order of the CussZres and CugsZrss metallic glass, Ch.E. Lekka, G. Almyras, N.
Mattern, G.A. Evangelakis
1.4.  WPI-Europe Workshop on Metallic Glasses and Related Materials, 25-28 August
2009, Grenoble, France, «Bonding characteristics and strengthening of CuZr fundamental
clusters upon small Al additions», Ch. E. Lekka, G. A. Evangelakis
1.5. ISMANAM 2011, 26June-1July, Gijon, Spain, «Clustering and mechanical
properties in Cu/Zr-based glassy models by Molecular Dynamics and ab-initio
computations», Ch.E. Lekka, G.B. Bokas, G.A. Almyras, D.G. Papageorgiou, G.A.
Evangelakis
1.6. ISMANAM 2013, 1-5 July, Torino, Italy, «Ti-Nb phase transitions from electronic
structure calculations» Ch.E. Lekka , J.J. Gutierrez-Moreno , G.A.Evangelakis , M.
Boenisch , M. Calin, J. Eckert
1.7. Euromat 2013, 8-13 September, Sevilla, Spain, “Al/Nb Microalloying effect and
bonding particularities in the microstructure of Cu-Zr Metallic Glasses by ab-initio
calculations”, G. B. Bokas, G.A. Evangelakis, Ch.E. Lekka
1.8. 30th Panhellenic Conference on Solid-State Physics and Materials Science,
September 21-24, 2014, Heraklion, Biocompatible Titanium-based alloys for orthopaedics,
Ch.E. Lekka (invited)
1.9. 2018 Materials Research Society MRS Spring Meeting & Exhibit , Phoenix, Arizona,
2-6 April 2018,“On the Design of Fe-X (X=Cu, Co, Mn) Nanoclusters and Coatings with
Improve Magnetic Moment by Density Functional Theory Calculations”, C. Cutrano and
Ch. E. Lekka
1.10. 9th International Conference on Materials Scie & Cond Matter Physics
(MSCMP2018), Chsinau, Moldavia, 25-28 September 2018, “Density functional theory on
nanostructures with potential catalytic applications”, Ch. E. Lekka (Plenary speaker)
1.11. 2018 Sustainable Industrial Processing Summit & Exhibition (SIPS2018), Rio de
Janeiro, Brazil, 4-7 November 2018, “On The Computational Design Of Ti- and Fe-Based
Advanced Materials For Biomedical Applications”, Ch. E. Lekka



1.12. ISFOE19, 12th International Symposium on Flexible Organic Electronics, 1-4 July
2019, Thessaloniki, Greece, "Density functional theory on Nanostructures with potential
catalytic applications™ and "Women in Nano", Martha Gialampouki, Ch.E. Lekka

2. University or Institude:
2.1. Harvard University, Boston 25 August 2002, USA: «Structural, vibrational and
electronic properties of CuzAu surfaces by Tight Binding Molecular Dynamics
Simulations», Ch.E. Lekka
2.2. IFW Dresden, Germany 6 Nov. 2007, «Atomistic mechanisms of the deformation
accommodation in microscopic CuZr Metallic Glasses», Ch.E. Lekka
2.3. Naval Research Laboratory, Washington DC, Feb 22, 2008, USA: «Atomistic
Mechanisms Of The Deformation Accommodation In Microscopic CuZr Metallic Glass»,
Ch.E. Lekka
2.4. National Hellenic Research Foundation, 10 June 2010, Athens, «Short-Range order,
bonding characteristics and mechanical properties of Cu-Zr Metallic Glass Models; effects
of Al or Nb minor substitutions», Ch.E. Lekka

2.5. Department of Materials, University of Oxford, Begbroke Science Forum, November
2011, «Tiy decoration of Single Wall Carbon Nanotubes and Graphene by Density
Functional Theory Computations», M. A. Gialampouki and Ch.E. Lekka

2.6. IFW Dresden, Germany 3 March 2014, “Metallic glasses and alloys from electronic
structure calculations” Ch. E. Lekka

2.7. Chemisch, Physikalishe, Gessellschaft, Lise-Meitner-Horsaal, Fakultat fur Physik,
Universitat Wien, 13 June 2017, Metal - graphene / carbon nanotube hybrids by density
functional theory, Ch.E. Lekka

2.8. Materials Physics, University of Leoben, Austria 16 June 2017, Clustering and
mechanical properties in Cu/Zr-based glassy models by Molecular Dynamics and ab-initio
computations,

2.9. Guest Professor in the Physics Dept., University of Vienna, Austria (May-June
2017): Teaching the course of "Computational Science of Nanoscaled Crystalline,
Amorphous and Hybride Materials* to undergraduate, MSc and Phd students also
performing practical sessions in the Computer laboratory using the VASP (DFT) and the
LAMMPS (MD) codes



Research projects :

1.

H2020-MSCA-ITN-2019, project No 861046, 2020 - 2023, BIOfilm-REsistant Materials
for hard tissue Implant Applications (BIOREMIA)

H2020-MSCA-ITN-2014, project No 642642, 2015-2018, Smart ELECTrodeposited
Alloys for environmentally sustainable applications: from advanced protective coatings to
micro/nano-robotic platforms (SELECTA)

e-COST, European Cooperation in the field of Scientific and Technical Research (044/13)
TARGET Network 1301 (2013-2015): Next generation of Young Scientist: towards a
contemporary spirit of R&I (Sci-Generation), Member of the Management committee
FP7-PEOPLE-2010-ITN, (No 264635), 2011-2014, Academic-Industrial Initial Training
Network on Innovative Biocompatible Titanium-based Structures for Orthopaedics
(BioTiNet) (Responsible of the Uol group, budget 217787.50 euro)

FP7-SiS-2008-1 (No 230253), 2009-2011, Science in Society, Improving the gender
diversity management in materials research institutions (Diversity), (Responsible of the Uol
group, budget 8300 euro)

Uol Research Committee Program, 2007-2009 (No. 80018) «Nanowires and nanoclusters
of catalytic metallic oxides from oxygen plasma: From ab-initio calculations to
experimental synthesis», (budget 6000 euro)

Participation in European research projects: (ITN VITRITECH 2014, RNT Marie Curie
2001, RNT Marie Curie 2003, European Space Agency 2007) as well as National projects
(PENED96, Pythagoras 2003)

Organizing Conferences

1.

Gateway to Academics: Materials modelling for target applications, SELECTA workshop, 3-
7 September 2017, loannina

XXXII Panhellenic Conference on Solid State Physics and Materials Science, 18-21
September 2016, loannina

Workshop ‘Science Communication & Presentation’ 17-18 /9/ 2012 ka1 BioTiNet MidTerm
meeting, 19-21 /9/2012, (Organizer) Chandris Dasia Hotel, Corfu, Greece

European Workshop: “Women in European Materials Science Research Institutions”
(Organizer), DIVANI, Corfu 19-20 May 2011

280 Panhellenic conference on solid state physics and materials science, 26-29 September
2010, loannina (Financial Secretary)

14th ISMANAMZ2007, International Symposium on Metastable and Nano Materials, 26-30
August 2007, Chandris Hotel, Corfu, Chandris, Greece (Member of the local organizing
committee) and Satellite meeting of WomenInNano (Organizer), 28 August 2007- Corfu ,
Chandris, Greece

Workshop on “Recent developments on Bulk Metallic Glasses”, 25 June 2004 — Corfu, Hotel
Corfu Palace, Greece (Member of the local organizing committee)



Main research collaborators :

1.
2.

&

Prof. M. Calin, Dr A. Gebert, Dr. N. Mattern, Prof. J. Eckert, IFW, Dresden, Germany

Prof. D.A. Papaconstantopoulos George Mason University, Virginia, USA (Naval Research
Laboratory, Washington D.C)

Prof. E. Kaxiras, Harvard Univeristy, Boston, USA

Prof. G. A. Evangelakis, University of loannina

Prof. N. Grobert, Oxford University , UK

Visits in foreign Institutes :

1.

Center for Computational Materials Science, Naval Research Laboratory, Washington D.C.,
May 8"-21% 2000. Purpose of visit: Application of the NRL-tight-binding method to bcc metals
and Cu-Au alloys. Collaboration with Prof. D.A. Papaconstantopoulos and Prof. M.Mehl.

CINECA High performance Systems Division, Casalecchio di Reno, Bologna, Italy., Dates:

September 25™-October 20™ 2000 and April 30" - May 12" 2001. Award of a MINOS project:

Multidisciplinary Intensive Computing for Research Activities of European Scientists. Purpose

of visit: Application of the NRL-tight-binding molecular dynamics simulations for Nb bcc metal.

Performance of TBMD code on the Cray T3E platform and validate the method by calculating

some bulk properties for Nb.

The report of the project will be publiced in CINECA's Icarus magazine “Daedalus”:

1. "Vibrational properties of the Nb bcc by Tight Binding Molecular Dynamics Simulations”,
Ch.E.Lekka, Daedalus 2001, 1.

2. "Vibrational and structural properties of the Nb (001) bcc surface by Tight Binding
Molecular Dynamics Simulations”, Ch.E.Lekka, Daedalus 5 2001, 5.

3. School of Computational Sciences at George Mason University, Fairfax, Virginia.
Collaboration with Prof. D.A. Papaconstantopoulos and Dr. M.Mehl

1. December 26™- February 9™ 2004. Purpose of visit: Study of the universality of the NRL-
tight-binding parameters of bcc metals and their alloys.

2. July 24™ -31% August 2005. Purpose of the visit: Apply the NRL-TBMD on bcc metals with
defects and their nanoclusters.

4. Department of Physics, Harvard University, Boston, USA, 31 January — 13 Febrary 2006.
Purpose of the visit: Study the interaction of biological molecules with metallic ions with
density functional theory calculations. Collaboration with Prof. E. Kaxiras

5. IFW Dresden, Germany 4-8 Nov. 2007. Research collaboration with Prof. J. Eckert and N.
Mattern on the study of CuZr metallic glass (theoretical versus experimental data of the
radial distribution function ).

6. 10-23 Feb. 2007, USA, George Mason University, Fairfax,VA ko1 Harvard Univ. Boston.
Collaboration with Prof. D. A. Papaconstantopoulos and E. Kaxiras, respectively

7. November 2011 and June 2011, Department of Materials, Oxford University, Research
collaboration with Prof. N. Grobert on the graphen growth on Cu substrates.

8. IFW Dresden, Germany July 2012. Research collaboration with Prof. J.Eckert and Prof. M.
Calin on the study of Ti-based alloys within the BioTiNet project.
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List of Publications :

1.

10.

11.

12.

13.

14.

15.

Self-diffusion processes of Cu adatom on Cu(110) surface by Molecular Dynamics Simulations,
G.A. Evangelakis, D.G. Papageorgiou, G.D. Kallinteris, Ch.E. Lekka, N.I. Papanikolaou,
Vacuum, 50, 165 (1998) — (Impact factor (IF=0.909)),

Diffusion processes of Au and Cu adatoms on the Cy3Au(001) surface, Ch. Lekka, G.A.
Evangelakis, Surf. Sci. 473 (2001) 39. (IF=1.78),

Transferability of Slater-Koster parameters, Ch.E .Lekka, N.I. Papanicolaou, G.A. Evangelakis,
D.A. Papaconstantopoulos, J. Phys. and Chem. Solids. 62 (2001) 753. (IF=1.41)

Molecular dynamics study of the ordered CusAu. | Vibrational and structural properties of the
low-indexed Cu3Au surfaces by Molecular Dynamics Simulations, Ch.E.Lekka, N.I.

Papanicolaou, G.A.Evangelakis, Surf. Sci. 479 (2001) 287. (IF=1.78)

Molecular dynamics study of the ordered CuzAu. Il Vibrational properties of the Cu and Au
adatoms on the ordered low-index CusAu surfaces by Molecular Dynamics Simulations,
Ch.E.Lekka, N.I. Papanicolaou, G.A.Evangelakis, Surf. Sci. 488 (2001) 269. (IF=1.78)

Vacancy diffusion driven CuszAu and NiszAl (001) surface re-arrangement, Ch.E. Lekka, G.A.
Evangelakis, Appl. Surf. Sci. 9509 (2002) 1. (IF=1.263)

Molecular Dynamics study of the transport and structural properties of the CuszAu(110) and
Ni3zAl(110) surface, Ch.E.Lekka, D.G.Papageorgiou, G.A.Evangelakis Surf. Sci. 518 (2002) 111.
(IF=1.78)

Molecular Dynamics study of Cu and Au 2D adlayers on the CusAu(110) surface,
D.G.Papageorgiou, Ch.E.Lekka, G.A.Evangelakis, Appl. Surf. Sci. 219 (2003) 64. (IF=1.263)
Transport processes and structural properties of the CusAu and NizAl(111) surface by Molecular
Dynamics, Ch.E. Lekka, D.G. Papageorgiou and G.A. Evangelakis, Surf. Sci. 541 (2003) 182.
(IF=1.78)

Electronic structure of the CusAu(111) surface, Ch.E. Lekka, N. Bernstein, M.J. Mehl and D.A.
Papaconstantopoulos, Appl. Surf. Sci. 219 (2003) 158. (IF=1.263)

Tight binding molecular dynamics simulations of Nb surfaces and surface defects, Ch.E. Lekka,
M.J. Mehl, N. Bernstein, D.A. Papaconstantopoulos, Phys. Rev. B68 (2003) 35422. (IF=3.185)
Electronic, Structural and Thermodynamic properties of icosahedral free and supported Al
clusters on Al surfaces from Tight Binding and classical Molecular Dynamics simulations, P.
Mitev, D.G. Papageorgiou, Ch.E. Lekka and G.A. Evangelakis, Surf.Sci. 566-568 (2004) 937.
(IF=1.78)

Mechanical properties of nano-grained Zr,Ni systems bu molecular dynamics simulations, G.A.
Evangelakis, D.G.Papageorgiou, Ch.E.Lekka, I.E. Lagaris, J.Alloys and Comp. 434-435 (2007)
546. (IF=2.289)

Structural, Thermodynamic and Mechanical properties of Zr based binary nanowires (ZrCu and
Zr,Ni) by Molecular Dynamics, A. Ibenskas, Ch.E. Lekka and G.A. Evangelakis, Physica B37
(2007) 189 (IF=0.796)

Structure and dynamics of the Ni3Al low index surfaces with and without Ni/Al adatoms from
Molecular Dynamics Simulations, Ch.E. Lekka, G.A. Evangelakis, Materials Chemistry and
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18.

19.

20.

21.

22.

23.

24,

25.

26.

27.

28.

29.

Physics 103, 2-3 (2007) 500. (IF=1.136)Structural and electronic properties of V, Nb and Ta
nano-clusters by Tight Binding Molecular Dynamics Simulations, Ch.E. Lekka, D.A.
Papaconstantopoulos, Surf.Sci. 601 (2007) 3937 (IF=1.78) Oxidation of the Nb(110) surface by
ab-initio calculations” by D.A.Kilimis and Ch.E.Lekka, Materials Science and Engineering
B144 (2007) 27 (IF=1.33)

Tensile deformation accommodation in microscopic metallic glasses via subnanocluster
reconstructions, Ch.E. Lekka, A. Ibenskas, A.R. Yavari, G.A. Evangelakis, Appl.Phys.Lett. 91
(2007) 214103 (IF=4.127)

Molecular Dynamic Simulations of Zr,Ni(100) surface in presence of Ni or Zr adatoms, Ch.E.
Lekka and G.A. Evangelakis, Surf. Sci 602, (2008) 590-596 (IF=1.78)

Complexation of Flavonoids with Iron, J.Ren, S. Meng, Ch.E. Lekka, E.Kaxiras, J. Phys. Chem.
B, 112 (6), 1845 -1850, 2008 (IF=4.033)

Structural and vibrational properties of deposited Cu or Zr surface adlayers on Cu46Zr54 bulk
metallic glass, D.G. Papageorgiou, A. Ibenskas, Ch.E. Lekka and G.A. Evangelakis,
Rev.Adv.Mater.Sci.18(2008) 98 (IF=1.12)

Conducting transition metal nitride thin films with tailored cell sizes: the case of 6-TixTal-xN,
L.E. Koutsokeras, G. Abadias, Ch.E. Lekka, G.M. Matenoglou, D.F. Anagnostopoulos, G.A.
Evangelakis and P. Patsalas APL 93 (2008) 011904 (IF=4.127)

Poisson ratio under compressive and tensile strain; effect on the mechanical response of the
Cu46Zr54 metallic glass, L. Tayebi Ch. E. Lekka and G. A. Evangelakis, Physica Status Solidi
(A) Applications and Materials, 205 (2008) 2603 (IF = 1.214)

L.Tayebi, Ch.E. Lekka, G.A. Evangelakis,Journal of alloys and compounds, 483 (2009) 570—
572 (IF=2.289)

Structural characteristics of CuxZrl-x metallic glasses by Molecular Dynamics Simulations,
A.E. Lagogianni, G. Almyras, Ch.E. Lekka, D.G. Papageorgiou, and G.A. Evangelakis, Journal
of Alloys and Compounds 483 (2009) 658-661 (IF=2.289)

Static and Dynamic Tight-Binding Simulations of the Binary NbMo and CuZr alloys, Ch. E.
Lekka, D. A. Papaconstantopoulos, M.J. Mehl, Daniel Finkenstadt, G. Evangelakis, Journal of
Alloys and Compounds 483 (2009) 627-631 (IF=2.289)

Optical properties, structural parameters, and bonding of highly textured rocksalt tantalum
nitride films, G. M. Matenoglou L. E. Koutsokeras, Ch. E. Lekka,G. Abadias, S. Camelio, G. A.
Evangelakis, C. Kosmidis,3 and P. Patsalas, JAP 104 (2008) 124907 (IF=2.168)

Deformation induced directional amorphization in Zr2Ni systems: a remedy for the mechanical
failure of nano-crystalline alloys Ch.E. Lekka, D.G. Papageorgiou, G.A. Evangelakis J. Nanosci.
Nanotechnol. 9 (2009) 1-7 (IF=1.987)

Structural, electronic and optical properties of representative Cu-flavonoid complexes, Ch. E.
Lekka, Jun Ren, Sheng Meng, Efthimios Kaxiras, J. Phys. Chem. B 2009, 113, 6478-6483
(IF=4.033)
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30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

42.

Properties of BCC Metals by Tight Binding Total Energy Simulations, Ch. E. Lekka, N.
Bernstein, D. A. Papaconstantopoulos, M. J. Mehl, Materials Science and Engineering B 163
(2009) 8-16 (IF=1.33)

Structure and electronic properties of conducting, ternary TixTal-xN films, G.M. Matenoglou,
Ch.E. Lekka, L.E. Koutsokeras, G. Karras, C. Kosmidis, G.A. Evangelakis and P. Patsalas,
Journal of applied physics 105, 2009, 103714 - 103718 (IF=2.168)

Structure, stability and bonding of ternary transition metal nitrides, G. M. Matenoglou; Loukas E
Koutsokeras, Ch. E. Lekka, G. Abadias, C. Kosmidis, G. A Evangelakis, P.A. Patsalas, Surface
Coating and Technology 204 (2009) 911-914 (IF = 1.867)

Metal-containing Diamond Like Carbon (DLC:Ag) and AIN (AIN:Ag) metallo-dielectric
Nanocomposites, G M Matenoglou, H Zoubos, A Lotsari, Ch E Lekka, Ph Komninou, G P
Dimitrakopoulos, C Kosmidis, G A Evangelakis, P.A. Patsalas, Thin Solid Films 518 (2009)
1508 - 1511 (IF = 1.936)

Bonding characteristics and strengthening of CuZr fundamental clusters upon small Al
additions from density functional theory calculations, Ch.E. Lekka and G.A. Evangelakis,
Scripta Materialia 61 (2009) 974-977 (IF = 2.699)

On the microstructure of the Cu65Zr35 and Cu35Zr65 metallic glasses, G.A. Almyras, Ch.E.
Lekka, N. Mattern and G.A. Evangelakis, Scripta Materialia 62 (2010) 33-36 (IF = 2.699)

Cu-Zr and Cu-Zr-Al clusters: Bonding characteristics and mechanical properties, Ch.E. Lekka,
Journal of Alloys and Compounds 504S (2010) S190-S193 (IF = 2.289)

Electronic and crystal structure and bonding in Ti-based ternary solid solution nitrides and Ti—
Cu-N nanocomposite films, P. Patsalas, G. Abadias, G.M. Matenoglou, L.E. Koutsokeras, Ch.E.
Lekka, Surface & Coatings Technology 205 (2010) 1324-1330 (IF = 1.867)

Atomic cluster arrangements in Reverse Monte Carlo and Molecular Dynamics structural
models of binary CueZr Metallic Glasses, G.A. Almyras, D.G. Papageorgiou, Ch.E. Lekka, N.
Mattern, J. Eckert, G.A. Evangelakis, Intermetallics 19 (2011) 657-661 (IF = 1.649)

Electronic properties and bonding characteristics of AIN:Ag thin film nanocomposites, Ch. E.
Lekka, P. Patsalas, Ph. Komninou, and G. A. Evangelakis, Journal of applied physics 109 (2011)
054310-054316 (IF = 2.168)

Modifications of CuxZr(12-x)Y Icosahedra upon (0 < x < 12, Y = Be, Mg, Al, Si, P, Nb, Ag)
substitutions by density functional theory computations, G.B. Bokas, G.A. Evangelakis, Ch.E.
Lekka, Computational Materials Science 50 (2011) 2658-2662 (IF = 1.574)

Tiy Decoration of Single-Wall Carbon Nanotubes and Graphene by Density Functional Theory
Computations, M. A. Gialampouki and Ch. E. Lekka, J. Phys. Chem. C 115 (2011) 15172-
15181 (IF = 4.805)

Clustering, microalloying and mechanical properties in Cu/Zr-based glassy models by molecular
dynamics simulations and ab-initio computations, Ch.E. Lekka, G.B. Bokas, G.A. Almyras,
D.G. Papageorgiou, G.A. Evangelakis, Journal of Alloys and Compounds 536 (2012) S65 - S 69
(IF = 2.289)
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43. Structural and electronic properties of Ti-nanowires/C-single wall nanotubes composites by
density functional theory calculations, M.A. Gialampouki, A.V. Balerba, Ch.E. Lekka, Materials
Chemistry and Physics 134 (2012) 214- 218 (IF = 2.234)

44.  Controlling the Orientation, Edge Geometry, and Thickness of Chemical VVapor Deposition

Graphene, Adrian T. Murdock, Antal Koos, T. Ben Britton, Lothar Houben, Tim Batten, Tong

Zhang,Angus J. Wilkinson, Rafal E. Dunin-Borkowski, Christina E. Lekka, and Nicole Grobert,

ACS Nano, 2013, 7 (2), 1351-1359 (IF = 12.062)

45.  On the role of Icosahedral-like clusters in the solidification and the mechanical response of

CueZr metallic glasses by Molecular Dynamics simulations and Density Functional Theory

computations, G.B. Bokas, A.E. Lagogianni, G.A. Almyras, Ch.E. Lekka, D.G. Papageorgiou, G.A.

Evangelakis, Intermetallics 43 (2013) 138-141 (IF = 1.649)

46. Controlled preparation of carbon nanotube-iron oxide nanoparticle hybrid materials by a

modified wet impregnation method, Sheodoros Tsoufis, Alexios P. Douvalis, Christina E. Lekka,

Pantelis N. Trikalitis, Thomas Bakas, Dimitrios Gournis, J Nanopart Res (2013) 15:1924

47.  Early Stages of Ti—O Cluster Growth on Carbon Nanotubes by ab-Initio Calculations, M. A.

Gialampouki and C. E. Lekka, Journal of Physical Chemistry A, Vol.117, No.40, 10397-10406,

2013

48. The role of Sn doping in the B-type Ti-25at%Nb alloys: experiment and ab initio calculations,

J.J. Gutiérrez-Moreno, Y. Guo, K. Georgarakis, A.R. Yavari, G.A. Evangelakis, Ch.E. Lekka,

Journal of Alloys and Compounds, JALCOM 615 (2014), S676-S679 (IF = 2.999)

49. Elastic softening of B-type Ti-Nb alloys by indium (In) additions, Mariana Calina, Arne

Helth, Julio J. Gutierrez Moreno, Matthias Bonisch, Varvara Brackmann, Lars Giebelera, Thomas

Gemming, Christina E. Lekka, Annett Gebert, Reinhard Schnettler, Jirgen Eckert, J. Mech Behav

Biomedical Materials 39 (2014) 162-174 (IF = 3.417)

50. Understanding Zn(Il) Chelation with Quercetin and Luteolin: a Combined NMR and

Theoretical Study, A Primikyri, E Sicilia, Ch Lekka, A Tzakos, N Russo, I.P. Gerothanassis, J.

Phys. Chem. B119 (2015), 83-95 (IF=3.302)

51. Electronic origin and structural instabilities of Ti-based alloys suitable for orthopaedic

implants, Ch.E. Lekka, J.J. Gutiérrez-Moreno, M. Calin, J. Phys. Chem. Solids 102 (2017) 49.

52.  Ab-initio and experimental study of phase stability of Ti-Nb alloys, Gutiérrez Moreno, J.J.,

Bonisch, M., Panagiotopoulos, N.T., M. Calin, D.G. Papageorgiou, A. Gebert, J. Eckert,

Evangelakis, G.A., Lekka, C.E., Journal of Alloys and Compounds, 2017, 696, pp. 481-489

53. Microalloying effects in ternary Cu-Zr-X (X = Be, Mg, Al, Si, P, Nb, Ag) icosahedral

clusters and super-clusters from Density Functional Theory computations, Bokas, G.B., Lekka, C.E.,

Papageorgiou, D.G., Evangelakis, G.A., Polyhedron, 2017, 133, pp. 1-7

54. Structural, magnetic and electronic properties of Cu-Fe nanoclusters by density functional

theory calculations, Cutrano, C.S., Lekka, C.E., Journal of Alloys and Compounds, 2017, 707, pp.

114-119
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55.  An ab initio study of the structural and mechanical properties of Ti-Nb alloys, J. J. Gutiérrez
Moreno, D. G. Papageorgiou,1 G. A. Evangelakis, Ch. E. Lekka, J. Applied Phys. 124 (2018)
245102

56. Fe-Co magnetic nanoclusters by density functional theory calculations, C. Cutrano, Ch.E.
Lekka, Materials Science and Technology 34 (2018) 1575.

57.  Conductive nitrides: Growth principles, optical and electronic properties, and their
perspectives in photonics and plasmonics, Patsalas, P., Kalfagiannis, N., Kassavetis, S., G.Abadias,
D.V. Bellas, Lekka, C., Lidorikis, E., Materials Science and Engineering R: Reports, 2018, 123, pp.
1-55

58. Electron beam induced rejuvenation in a metallic glass film during in-situ TEM tensile
straining. C. Ebner, J. Rajagopalan, C. Lekka, C. Rentenberger, Acta Materialia 181 (2019) 148-159
59.  Electronic origin of o to B phase transformation in Ti-Nb-based thin films upon Hf
microalloying, Gutiérrez Moreno, J.J., Panagiotopoulos, N.T., Evangelakis, G.A., Lekka, C.E.,
Materials, 2020, 13(6), pp. 1-11, 1288

60.  Graphene nano-flakes on Cu low-index surfaces by density functional theory and molecular
dynamics simulations (Book Chapter) Balerba, A.K., Kotanidis, A., Paraskeuas, A., ...Evangelakis,
G.A., Lekka, C.E., Frontiers of Nanoscience, 2020, 17, pp. 141-159

Publications in Conferences’ proceedings:

1. Adatoms or Vacancies on the AsB (001) surface, Ch.E. Lekka, G.A. Evangelakis, Atomistic
Aspects of Epitaxial Growth, 51-61, Eds. M. Kortla, 2002 Kluwer Academic Publishers.

2. Vibrational and structural properties of the Nb(001) surface with or without a Nb adatom by
Tight Binding Molecular Dynamics Simulations, Ch.E. Lekka, G.A. Evangelakis, N.I. Papanicolaou
and D.A. Papaconstantopoulos, Atomistic Aspects of Epitaxial Growth, 43-49, Eds. M.Kortla, 2002
Kluwer Academic Publishers.

3. Gender Diversity from the Slovak and Greek Perspective” D.Caganova, O.Moravcik,
J.Stefankova, M.Cambal, M.Gialampouki, Ch.E.Lekka Proceedings of the 22nd EAEEIE Annual
Conference EAEEIE2011, Maribor, Slovenia, Junel3-15, 2011, pages89-92

Participation in International/European conferences:

1. European research conference on: Total energy calculations to study the dynamics of surface
processes, Corfu, Greece (25-27)-6-1997

2. European research conference on : Computational physics for nanotechnology, Il Ciocco,
Tuscany , Italy (19-24)-9-1998 «Dynamical behavior and diffusion of the Cu(Au) adatoms on
CusAu by molecular dynamics simulations» Ch.E. Lekka, N.l. Papanicolaou, G.A. Evangelakis.
(opioar)

3. International NATO School (ASI) of liquid crystal : Advances in the computer simulations of
liquid crystals Erice ,Sicily (11-21)-6-1998 «Vibrational properties of the low index CusAu surfaces
with and without Cu(Au) adatoms by molecular dynamics» Ch.E. Lekka, N.l. Papanicolaou,G.A.
Evangelakis (agpica)
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4. European research conference on: Electronic structure of solids & surfaces, Lenggries, Germany
(18-23) September 1999 «Rippling effect of the order low index CuszAu faces by Molecular
Dynamics Simulations» Ch.E. Lekka, N.I. Papanicolaou, G.A. Evangelakis (apica)
5. American Physical Society (APS) March 1999, Atlanta (USA) «On the transferability of the
Slater Koster parameter» Ch. E. Lekka, G. A. Evangelakis, N.I Papanikolaou, D.A.
Papaconstantopoulos (opuiia)
6. European research conference on: Fundamental aspects of Surface Science, Epitaxial Growth
and Nanostructures at Surfaces Castelvecchio Pascoli, Tuscany , Italy (7-12)-10-2000 «Diffusion
processes of Au and Cu adatoms on the CusAu(001) surface», Ch. E. Lekka and G. A.
Evangelakis(apica)
7. Nato Advance Research Workshop on: "Atomistic Aspects of Epitaxial Growth", Corfu (25-30)
June 2001 (agpioa)
7.1.Adatoms or vacancies on the A3;B (001) surface, Ch.E. Lekka, G.A. Evangelakis
7.2.Vibrational and structural properties of the Nb(001) surface with or without a Nb adatom by
Tight Binding Molecular Dynamics Simulations, Ch.E. Lekka, G.A. Evangelakis, N.I.
Papanicolaou and D.A. Papaconstantopoulos
8. American Physical Society (APS) , Indianapolis, Indiana, USA (March 2002), «Structural,
vibrational and transport properties of ordered CuszAu and NizAl low index surfaces», Christina E.
Lekka (mapovcioon opidiog)
9. Workshop on the WIEN2002 packet, State College, Pennsylvania, USA (22-25 July 2002),
«Structural and electronic properties of Nb low index surfaces», Ch.E.Lekka, N. Bernstein, M. J.
Mehl and D. A. Papaconstantopoulos (agpioa)
10. Applied Surface Modeling: Experiment, Theory and Simulations, Cleveland, Ohio, USA (21-23
August 2002) «Structural and electronic properties of the CusAu(111) surface», Ch.E.Lekka, N.
Bernstein, M. J. Mehl and D. A. Papaconstantopoulos (tapovcioon tpockekAnuévng opiiog)
11. European research conference on Understanding and Improving Specific Interactions: Biological
surfaces and interfaces, Il Ciocco, Castelvecchio Pascoli , Italy (21-26)-6-2003 «Electronic and
optical properties of adsorpted biomolecules (adenine) on graphite substrate» Ch.E. Lekka, E.
Kaxiras (agica)
12. 22" European conference on Surface Science, ECOSS, Praha (7-12)-9-2003;

12.1. “Electronic and optical properties of adsorbed biomolecules (adenine-cytosine)”,
Ch.E.Lekka, G.Zonios, E.Kaxiras. (apica)
12.2. “Electronic, structural and thermodynamic properties of isohedral free and deposited

Al clusters on Al surfaces from Tight Binding and Molecular Dynamics simulations”, P.Mitev,
D.G.Papageorgiou, Ch.E.L ekka, G.A.Evangelakis (apica)
13. 12" International Symposium on Metastable and Nano Materials (ISMANAM), Paris (3-7 July

2005)
13.1. Mechanical properties of nano-grained Zr,Ni systems by Molecular Dynamics
simulations, G.A. Evangelakis, D.G. Papageorgiou, Ch.E. Lekka, and I.E. Lagaris (opuAic)
13.2. Molecular Dynamics study of nanograins-nanowires interfaces, Ch.E. Lekka, G.A.
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Evangelakis (apica)
14. European Materials Research Society Spring Meeting (EMRS) 2006, 29May-2June, Nice,
France, “Structural, Thermodynamic and Mechanical properties of Zr based binary nanowires (ZrCu
and Zr,Ni) by Molecular Dynamics”, A. Ibenskas, Ch.E. Lekka and G.A. Evangelakis (a¢ica)
15. 12" International Symposium on Metastable and Nano Materials (ISMANAM), Warsove (3-7
Aug 2006)

15.1. Structural and vibrational properties of deposited Cu or Zr surface adlayers on

Cu462r54 bulk metallic glass, D.G. Papageorgiou, A. lIbenskas, Ch.E. Lekka and G.A.

Evangelakis (omMa)24”d European conference on Surface Science, ECOSS, Paris (3-8)-9-2006:
16.1. Molecular Dynamic Simulations of Zr,Ni(100) surface in presence of Ni or Zr
adatoms, Ch.E. Lekka and G.A. Evangelakis (apica)

16.2. Structural and electronic properties of V, Nb and Ta nano-clusters by Tight Binding
Molecular Dynamics Simulations, Ch.E. Lekka, D.A. Papaconstantopoulos (ogica)

17. European Materials Research Society Spring Meeting (EMRS) 2007, 29 May-1 June Strasbourg
17.1. Oxidation of the Nb(110) surface by ab-initio calculations” by D.A.Kilimis and
Ch.E.Lekka (opica)

17.2. Structural and electronic properties of Nb adsorption on Carbon zig-zag nanotubes,
Ch.E. Lekka (agpica)
18. Summer School on Women-in-nano: Career Development and Research Trends (Marvel
hotel, Coma-ruga, Tarragona, Spain) from June 1st to 6th , 2007

18.1. Structural, Thermodynamic and Mechanical properties of Zr based binary nanowires
(ZrCu and Zr2Ni) by Molecular Dynamics”, A. Ibenskas, Ch.E. Lekka and G.A. Evangelakis
(opica)

18.2. Structural and electronic properties of V, Nb and Ta nano-clusters by Tight Binding
Molecular Dynamics Simulations, Ch.E. Lekka, D.A. Papaconstantopoulos (agica)
19. 14th ISMANAMZ2007, International Symposium on Metastable and Nano Materials, 26-30
August 2007, Chandris Hotel, Corfu, Chandris, Greece
19.1. Microscopic aspects of the deformation accommodation in the Cu46Zr54 Metallic
Glass, Ch.E. Lekka (outhia), L. Tayebi, A.R. Yavari, G.A. Evangelakis
19.2. Realistic Tight-binding Methodologies, D.A. Papaconstantopoulos, M.J. Mehl, N.
Bernstein, C. Lekka, M. Johannes, G. Evangelakis (opuiic)
19.3. Structural and electronic properties of CuZr nanoclusters by ab-initio calculations,
Ch.E.Lekka (apica)
19.4. Structural characteristics of CuxZrl-x metallic glasses by Molecular Dynamics
Simulations, A.E. Lagogianni, Ch.E. Lekka, P.G. Papageorgiou and G.A. Evangelakis (agica)
19.5. Atomistic aspects of the Cu46Zr54 bulk metallic glass under compressive
deformation by Molecular Dynamics Simulations, L. Tayebi, Ch.E. Lekka, G.A. Evangelakis
(opica)
20. NanoteC07, International Conference on carbon nanoscience and nanotechnology, 29th
August - 1st September 2007, University of Sussex, Brighton, UK: «Metal (Nb, Cu) on C-nanotube
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27.

28.

29.

30.

31.

by ab-initio calculations», Ch.E. Lekka (mpookexinuévn ophio)

21. NATO Advanced Study Institute on Materials for Generation-1V Nuclear Reactors, 24

September - 6 October, 2007, Institut d'Etudes Scientifiques de Cargese - Cargese, CORSICA,

FRANCE, “Structural and electronic properties of Nb adsorption on Carbon zig-zag nanotubes”,

Ch.E. Lekka (apica)

22, BulkMetallicGlass-Europe meeting, Paris, 2-4 Dec, 2007 «Tensile deformation

accommodation in microscopic metallic glasses via subnanocluster reconstructions», Ch.E. Lekka,

A. lbenskas, L. Tayebi, A.R. Yavari, G.A. Evangelakis (tpockekAnuévn opthior)

23. Final European Workshop: Strengthening the role of women scientists in Nano-Science, 5-8

March, Dresden, Germany, Structural and electronic properties of CuZr nanoclusters by ab-initio

calculations, Ch.E.Lekka (agpioa)

24, 15", ISMANAM2008, 10-15 July, Argentina, Atomistic aspects of the structure and the

mechanical properties of the CuxZr100-x Metallic Glasses, A. Lagogianni, G.Almyras, Ch.E. Lekka

and G.A. Evangelakis (mpookekAnuévn optiia)

25. Rapidly Quenched (RQ13), 24-29Aug, 2008, Dresden, Germany, Structural and electronic

properties of CuZr and CuZrAl nanoclusters by ab-initio calculations, Ch.E. Lekka (opuiia)

26.  The International Conference On Metallurgical Coatings And Thin Films ICMCTF 20009,

April 27-May 1, 2009, Town and Country Hotel, San Diego, California, USA
26.1. Structure, stability and bonding of ternary transition metal nitrides, G. M.
Matenoglou; Loukas E Koutsokeras, Ch. E. Lekka, G. Abadias, C. Kosmidis, G. A Evangelakis,
P.A. Patsalas (opuAia)
26.2. Metal-containing Diamond Like Carbon (DLC:Ag) and AIN (AIN:Ag) metallo-
dielectric Nanocomposites, G M Matenoglou, H Zoubos, A Lotsari, Ch E Lekka, Ph Komninou,
G P Dimitrakopoulos, C Kosmidis, G A Evangelakis, P.A. Patsalas

Women Scientists, Brussels 25-26June 2009, DIVERSITY: Improving the gender diversity

management in materials research institutions, Study case: Career Chances for Women in Science in

Greece, M. Gialambouki, Ch. E. Lekka (agica)

ISMANAM 2009, 5-9 July Beijing, China

28.1. On the origin of the short range order of the Cu35Zr65 and Cu65Zr35 metallic glasses, Ch.E.
Lekka, G. Almyras, A. Lagogianni, G.A. Evangelakis (rpockekinuévn opia)

28.2. Cu-Zr and Cu-Zr-Al clusters: bonding characteristics and mechanical properties, Ch.E.
Lekkal, G.A. Evangelakis (agica)

WPI-Europe Workshop on Metallic Glasses and Related Materials, 25-28 August 2009, Grenoble,

Bonding Characteristics and Mechanical Properties of Cu-Zr and Cu-Zr-Al Clusters Ch. E. Lekka

and G.A.Evangelakis (mrpookexinuévn ophio)

IDMRCS, 30Aug-5Sept, 2009, Rome,

30.1. Ultra Fine structure of the short range order of the Cu65Zr35 and Cu35Zr65 Metallic
Glasses, G. Almyras, Ch. E. Lekka and G.A.Evangelakis (mpookekAnuévn opidio)

30.2. CuZr and Cu-Zr-Al clusters bonding characteristics and mechanical properties, Ch. E. Lekka
and G.A.Evangelakis (apioa)

Cnano 2009, 4-8 Oct. 2009, Santorini, Greece,

31.1. Ab-initio calculations of metallic nanowires templated on single-wall carbon nanotubes
Ch.E. Lekka (opuria)
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32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

31.2. Structural and electronic properties of octahedral Titanium Oxide on Graphene by ab-initio
calculations, M.A.Gialampouki and Ch.E.Lekka (agpioa)

Leadership positions: how accessible are they for women in materials research? Barcelona, 19-21

May 2011, “CAREER CHANCES FOR WOMEN IN SCIENCE IN GREECE” M. Gialambouki,

Ch. E. Lekka (optkior)

ISMANAM, Zurich 4-8 July 2010, Effects of Al or Nb Minor Substitutions on the Structure and the

mechanical properties of Cu-Zr Metallic Glass Models by means of Molecular Dynamics

Simulations and Density Functional Theory Computations”, G. Bokas, G.A. Almyras, Ch.E. Lekka,

G.A. Evangelakis, (rpockexinuévn ophio)

EMRS 2010, Softening of Nanostructured Transition Metal Nitrides, L.E. Koutsokeras, A.

Skarmoutsou, Th. Goutziotis, C.E. Lekka, C. Charitidis, P. Patsalas (apica)

ICMCTF2010, The 37th International Conference on Metallurgical Coatings and Thin Films,

“Transition metal nitride-based complex coatings: kinetic and thermodynamic effects resulting to

ternary films or nanocomposites”, P.A. Patsalas; G. Abadias; G.M. Matenoglou; L.E. Loutsokeras;

Ch.E. Lekka (mpookexinuévn ophio)

ISMANAM 2011, Cijon, Spain 26/6/2011 - 1/7/2011

36.1. Clustering and mechanical properties in Cu/Zr-based glassy models by Molecular Dynamics

and ab-initio computations, Ch.E. Lekka, G.B. Bokas, G.A. Almyras, D.G. Papageorgiou, G.A.

Evangelakis (rpookexinuévn ophio)

36.2. Ultra Thin Metallic Nanowires Templated on/in Single-Wall Carbon Nanotubes by Density

Functional Theory Calculations, M.A. Gialabouki, A. Balerba, O. Gouma, Ch.E. Lekka (apica)

36.3. On the growth of Ti-Nb and Ti-Nb-Hf thin films by magnetron sputtering, N.T.

Panagiotopoulos, J.J. Gutierrez-Moreno, P. Patsalas, Ch. E. Lekka, G.A. Evangelakis (apica)

36.4. Development of semi-empirical interatomic potentials for Ti, Zr, Hf and their binary and
ternary solid solutions, G.A. Almyras, D.G. Papageorgiou, J. Gutierez-Moreno, Ch.E. Lekka,

G.A. Evangelakis, (apioa)

Euromat 2011, 11-15Sept.2011, Montpellier, France

37.1.1.  On the design of B Ti-based biocompatible alloys from ab-initio calculations, G. B.
Bokas, G.A. Evangelakis and Ch.E. Lekka (opiia)

37.1.2.  Chiral Rearrangements and Electronic properties of Y-centered Cu8ZrdY
(Y=Be,Al,Nb) from Density Functional Theory Computations, G.B. Bokas, G.A.
Evangelakis, Ch.E. Lekka (apica)

37.1.3.  Active iron and titanium oxides on single wall carbon nanotubes by ab-initio
calculations, M.A. Gialampouki and Ch.E. Lekka (agica)

SCIENCE: Passion, mission, responsabilities — Warsaw, Poland, 25-27 September 2011, «On the
design of B Ti-based alloys from ab-initio computations» J.J. Gutierrez-Moreno, G. Bokas, N.T.
Panagiotopoulos, Ch.E. Lekka, G.A. Evangelakis (agica)

1st. BioTiNet workshop — Advanced Methods for Materials Characterisation, Ljubljana, Slovenia,
23-27 October 2011, «Towards Ti-based alloys for biomedical applications by means of ab-initio
calculations» J.J. Gutierrez-Moreno, G.A. Evangelakis, D.G. Papageorgiou, Ch.E. Lekka (opkior)
2nd. BioTiNet workshop — Research methodology and research project management, Leuven,
Belgium, 5-9 March 2012, «Structural, electronic and mechanical properties of B-Ti alloys by means
of ab-initio calculations » J.J. Gutierrez-Moreno, G.A. Evangelakis, D.G. Papageorgiou, Ch.E.
Lekka (opthia)

BioTiNet Summerschool — Titanium in medicine, Barcenola, Spain, 3-8 June 2012, «Structural,
electronic and mechanical properties of B-Ti alloys by means of ab-initio calculations » J.J.

19



42.

43.

44,

45.

46.

47.

48.

49.

Gutierrez-Moreno, G.A. Evangelakis, D.G. Papageorgiou, Ch.E. Lekka (opriia)

19th International symposium on metastable, amorphous and nanostructured materials, ISMANAM,

18-22 June 2012, Moscow, Russia, entitle «Structural, electronic and mechanical properties of Ti-

Nbx (x<50) alloys», J.J. Gutiérrez Moreno, N. Panagiotopoulos, D.G. Papageorgiou,

G.A.Evangelakis, Ch.E. Lekka, Uol and M. Bonisch, A. Helth, M. Calin, A. Gebert, M. Stoica, J.

Eckert, IFW (agica)

INTERNATIONAL CONFERENCE ON EXTENDED DEFECTS IN SEMICONDUCTORS, 24-29

June 2012, Thessaloniki

43.1. Electronic properties and bonding characteristics of AIN:Ag Thin Film Nanocomposites,
Ch. E. Lekka, P.Patsalas, Ph. Komninou, G.A.Evangelakis (agica)

43.2.  Structural and Electronic Properties of Metal Oxide Clusters on Single Wall Carbon
Nanotubes by Ab-initio calculations, M.A. Gialampouki and Ch.E. Lekka (agica)

BioTiNet Workshop: Surface Science & Engineering, University of Cambridge, 9-11 January 2013,

Clare College, Cambridge, UK Theory-guided bottom-up design of low-rigidity Ti-based alloys (ab

initio and molecular dynamics calculations) J.J. Gutiérrez Moreno, G.A.Evangelakis, D.

Papageorgiou, Ch.E. Lekka (opiic)

EMRS, Strasbourg 27-31 May 2013

45.1.  Structural, electronic and mechanical properties of B-Ti-Nb-Sn alloy: Experiment vs. ab-
initio calculations J.J. Gutiérrez Moreno, G.A.Evangelakis, Ch.E. Lekka, Y. Guo, A.R. Yavary
(opica)

45.2. Biocompatible Ti-Nb and Ti-Nb-Hf thin films by magnetron sputtering and ab-initio
calculations, N.T. Panagiotopoulos, J.J. Gutierrez-Moreno, P. Patsalas, Ch.E. Lekka, G.A.
Evangelakis (apica)

BioTiNet Workshop: Biomaterials for Orthopaedic Applications, PX Precimet / PX Group, 26-28

June 2013, Neuchétel, Switzerland, On the design of Ti-Nb-X (X=In,Sn,Hf) alloys from ab-initio

calculations, J.J. Gutiérrez Moreno, G.A.Evangelakis, Ch.E. Lekka (opihic)

ISMANAM 2013, 1-5 July, Torino, Italy:

47.1. «Ti-Nb phase transitions from electronic structure calculations» Ch.E. Lekka , J.J.
Gutierrez-Moreno , G.A.Evangelakis , M. Boenisch , M. Calin , J. Eckert (mpockekAnuévn
optiia)

47.2.  Al-Nb bonding particularities upon microalloying Cu-Zr based Metallic Glasses by ab-initio
calculations, G.B. Bokas, G.A. Evangelakis, Ch.E. Lekka (apica)

47.3. On the role of Icosahedral-like clusters in the solidification and the mechanical response of
Cu-Zr metallic glasses by Density Functional Theory, G.B. Bokas, G.A. Almyras, A.E.
Lagogianni, Ch.E. Lekka, D.G. Papageorgiou, G.A. Evangelakis (agica)

47.4.  Structural and electronic properties of B-Ti-40Nb-xIn (x < 25 w%), J.J. Gutierrez-Moreno,
G.B. Bokas, Ch.E. Lekka, A. Helth, M. Bonisch, A. Gebert, M. Calin, J. Eckert(apioa)

47.5.  Structural, electronic and mechanical properties of B-Ti-Nb-Sn alloy: Experiment versus ab-
initio calculations, J.J. Gutierrez-Moreno, G.A. Evangelakis, Ch.E. Lekka, Yaofeng Guo, A. R.
Yavari (agpica)

Euro LightMat 2013, 03-05 September, Bremen, Germany, “Biocompatible Ti-xNb (14 < x< 40)

alloys: Structural, electronic and mechanical properties”, J.J. Gutiérrez Moreno, G.A. Evangelakis,

D.G. Papageorgiou, Ch.E. Lekka, M. Boenisch, M. Calin, A. Gebert, J. Eckert (opuic)

Euromat 2013, 8-13 September, Sevilla, Spain,
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50.

51.

52.

53.

54,

55.

56.

57.

58.

49.1. “Al/Nb Microalloying effect and bonding particularities in the microstructure of Cu-Zr
Metallic Glasses by ab-initio calculations”, G. B. Bokas, G.A. Evangelakis, Ch.E. Lekka
(mrpookexAnuévn ophio)

49.2. Biocompatible Ti-Nb and Ti-Nb-Hf thin films by magnetron sputtering and ab-initio
calculations, N.T. Panagiotopoulos, J.J. Gutierrez-Moreno, P. Patsalas, Ch.E. Lekka, G.A.
Evangelakis (apica)

NT13, 14th International Conference on the Science and Application of Nanotubes, 14-26 June 2013

50.1. Ti Decoration of Single Wall Carbon Nanotubes and Graphene by Density Functional
Theory Computations, M.A. Gialampouki and Ch.E. Lekka (apica)

50.2. Early Stages of Ti-O Clusters’ Growth on CNTs by Ab-initio Calculations, M.A.
Gialampouki and Ch.E. Lekka (apica)

14™ International Conference on Intergranular and Interphase Boundaries in Materials “ibb2013”,
June 23-29, 2013 Halkidiki, Greece

51.1.  Structural properties and diffusion processes of graphene flakes growing on Cu(110), A.V.
Balermpa, D.G. Papageorgiou, Ch.E. Lekka, Adrian T. Murdock, Antal Koos, Nicole Grobert
(opica)

51.2. Phase transition processes in Ti, Zr, Hf and their Ti-based biocompatible alloys A.V.
Balermpa, A.E. Lagogianni, J.J. Gutierrez Moreno, Ch.E. Lekka, D.G. Papageorgiou, G.A.
Evangelakis (apica)

8th Biotinet workshop, 4-8 Nov. 2014, Dresden , Ti-based alloys for orthopaedics, J.J.Gutierrez
Moreno, Ch.E. Lekka (oral)

’Fundamentals of electrodeposition of metallic alloys: state-of- the-art at European and International
levels’, Solaris Resort, Vrnjacka Banja, Serbia, November 2015, Fe-Cu coating on Cu surfaces by
Density Functional Theory, C. Cutrano, Ch.E. Lekka (oral)

“Training on research methodologies, characterization techniques and reporting scientific results’,
IFW Dresden, Germany, March 2016, oral pres: ‘Fe-Cu coating on Cu(001) by Density Functional
Theory’ C. Cutrano, Ch.E. Lekka (oral)

‘Micro and nano-electrodeposition for MEMS/NEMS and micro/nano-robotic platforms. Overview
of lithography methods. Impact to society’, HP, Wiener Neustadt, Austria, August 2016, oral pres:
‘Cu-Fe nanoclusters and Fe/Cu(111) by density functional theory’ C. Cutrano, Ch.E. Lekka (oral)

Selecta Mid-Term review meeting and Workshop, Goteborg Sweden, December 2016, oral pres:
’Design of functional dense and nanoporous Fe-, Al- and Cu-based coatings by molecular dynamics
simulations and DFT calculations’ C. Cutrano, Ch.E. Lekka (oral)

10th International Summer Schools on N&N, OE & NM (ISSON16), 2-9 July 2016, Thessaloniki,
Greece, ‘Fe-Cu coating on Cu(001) by Density Functional Theory’ C. Cutrano, Ch.E. Lekka

ISMANAM 3-8 July 2016, Nara, Japan,

58.1. Structural and electronic properties of biocompatible Ti-based alloys, Ch. E. Lekka,
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59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

J.J.Gutierrez-Moreno, G.A. Evangelakis (oral)

58.2. Structural, magnetic and electronic properties of CuFe nanoclusters by density functional
theory calculations, Ch. E. Lekka, C. S. Cutrano (poster)

Gateway to Academics: Materials modelling for target applications, University of loannina, 3-7

September 2017, Fe-X (X=Mn, Co, Cu) nanoclusters by density functional theory calculations, C.

Cutrano, Ch.E. Lekka (poster)

CECAM summer school: Teaching the Theory in Density Functional Theory, Lausanne, 12-16 June

2017 Fe-X (X=Mn, Co, Cu) nanoclusters by density functional theory calculations, C. Cutrano,

Ch.E. Lekka (poster)

EUROMAT 2017: “Nanoscale Materials Characterization and Modelling by Advanced Microscopy

Methods”, Thessaloniki Greece, September 2017

61.1. Electronic origin and structural instabilities of Ti-based alloys suitable for orthopaedic
implants, Ch.E. Lekka, J.J. Gutiérrez-Moreno, M. Calin (oral)

61.2. Fe-X (X=Mn, Co, Cu) nanoclusters by density functional theory calculations, C. Cutrano,
Ch.E. Lekka (Poster Presentation)

61.3. Nano-Hybrids of Curcumin And Fe-based clusters by density functional theory, K. N.
Botsiou, D. G. Karantzinis, Ch. E. Lekka (poster)

Gateway to Industry: Introducing materials to market. Practical aspects, Cambridge, 7-12 January

2018, Fe-X (X=Mn, Co, Cu) nanoclusters by density functional theory calculations, C. Cutrano,

Ch.E. Lekka (poster)

‘Advanced magnetic materials and devices for biomedical applications’, Torino, 21-25/05/2018, Fe-

X (X=Mn, Co, Cu) nanoclusters by density functional theory calculations, C. Cutrano, Ch.E. Lekka

(Oral Presentation)

SPSSM 2018: 7' International symposium on Structure-Property relationship in solid state

materials, Pescara, 8-12/06/2018, Structural and magnetic properties od Fe-X (X=Co,Cu)

nanoclusters by density functional theory calculations, C.Cutrano, C. Lekka (Poster Presentation)

ISMANAM 2018, Roma, 2-6/07/2018, Structural and magnetic properties od Fe-X (X=Co,Cu)
nanoclusters by density functional theory calculations, C.Cutrano, C. Lekka (Poster Presentation)

‘Overview of the SELECTA achievement. Final Reporting’, Barcelona, 26-29/08/2018, Structural
and magnetic properties od Fe-X (X=Co,Cu) nanoclusters by density functional theory calculations,
C.Cutrano, C. Lekka Oral presentation

EUFEPS Annual meeting 2018, 24-26 May 2018, Athens, Nano-Hybrids of Curcumin And Fe-
based nano-clusters by density functional theory, Ch. E. Lekka

2018 Materials Research Society MRS Spring Meeting & Exhibit , Phoenix, Arizona, 2-6 April
2018,“On the Design of Fe-X (X=Cu, Co, Mn) Nanoclusters and Coatings with Improve Magnetic
Moment by Density Functional Theory Calculations”, C. Cutrano and Ch. E. Lekka (invited)

9th International Conference on Materials Scie & Cond Matter Physics (MSCMP2018), Chsinau,
Moldavia, 25-28 September 2018, “Density functional theory on nanostructures with potential
catalytic applications”, Ch. E. Lekka (Plenary speaker)

2018 Sustainable Industrial Processing Summit & Exhibition (SIPS2018), Rio de Janeiro, Brazil, 4-
7 November 2018, “On The Computational Design Of Ti- and Fe-Based Advanced Materials For
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71.

72,

Biomedical Applications”, Ch. E. Lekka (invited)

ISFOE19, 12th International Symposium on Flexible Organic Electronics, 1-4 July 2019,
Thessaloniki, Greece, "Density functional theory on Nanostructures with potential catalytic
applications” and "Women in Nano", Martha Gialampouki, Ch.E. Lekka (invited)

EETSY Workshop on Computational Materials Science, 14-15 Dec 2019, Thessaloniki, On The
Computational Design Of Ti- and Fe-Based Advanced Materials For Biomedical Applications,
Christina E. Lekka, J.J. Gutierrez Moreno, C. Cutrano, K. loannou, D. Papageorgiou, G.
Evangelakis.

Participation in National conferences:
1. XII MoveAdqvio Zvvédpro Puoikng Xtepedg Kotdotaong, Hpakielo, Kpnt (15-18)-9-1996
«AVVOIKES 1010TNTEG TOV TPOSPOPNUEVOL 0TOHOV AU GTIS YOUNADY dEIKT®V empaveleg Tov Cu
ne mpooopowncels Moplakng Avvourkniey, I.X . Koiiwvtépng, X.E.Aékka, N.LITaravikoAdov,
I".A.Evayyehdxng (apica)
2. I TMavedvio Xvvédplo Duoikrg Ztepeds Kotdotoong, Oeocarovikn (15-18)-9-1997
«Awdikaocieg Odyvong TV mpocspopnuéveov oatopmv Cu oty emeavewr Cu(110) pe
mpocopowwoelg  Mopuakng  Avvoukneg», [ A.Evayyeddkng, A.I. Iloamoayewpyiov, I'.X.
KaAlwvtépne, X.E. Aékkoa, N.I. [Taravikoddov. (agpica)
3. XIV HaveAlnvio Zovédpio Puoikng Ztepedc Koatdotoong, Iodvviva, (15-18)-9-1998:
3.1,  «TorhovtoTikég WO10TNTEG TOV YOUUNADV JSEIKTOV TV empoveldv Tov CUusAu pe 1
yopig Tpocspoenuéva atopa Cu/Au pe mpocsopoivon Moplakng Avvouikngy, X.E.Aékka,
I".A . Evayyehdxng, N.LITarwavikoldov (agica)
3.2, «AvvatdmTo HETOQOPAS ToV TapoUéTpov S Bempiog oyvpoh deopod oe €va
uetaPatikd otoryeio (Nb)», X.E. Aékka, N.I. TTamavikordov, I'.A. Evayyeldxkng, A.A.
[Marakovoetavionoviog (apioca)
4. XVI TloveAdqvio Zovédpio dvowkng XZtepedc Katdotaong, Navmio, (17-20)-9-2000,
«Awdikooieg didyvong tov mpoopopnuévev atopny Au kat Cu otnv emedveia CuzAu(001)»,
X.E. Aékka, I'.A. Evayyehdkng (agpioa)
5. XVII Maveriqvio Zvvédpro Duoikng Ltepedg Katdotaong, Opdaxn, (6-9)-9-2001:
51. «Awdyoon ondv koi otouikn taén oty emedveie CuszAu(001)», X.E.Aékka,
I".A . Evayyehdxng (mapovcioon opiog).
5.2.  «Melétn ™G CLUTEPIPOPES ONUEIKOV ATEAEL®V (TPOSPOPNUEVO dTOopo 1] OTEG)
otV em@aveia (001) tov kpapdtov tonov AzBr», X.E. Aékka, I'.A. Evayyeldxng. (apica)
6. XIX [MaveAlnvio Zuvédpio Puoikng Etepedc Katdotaong, Oso/ikn,(21-24) — 9 -2003:
6.1. «IIpocopowmoelg Bewpiog oyvpfg Oéouevong empoveidy Nb pe 17 yopic
emoeovelokes atédeleg», X.E.Aékka, M.J.Mehl, N.Bernstein, D.A.Papaconstantopoulos
(Tapovcioon opuAing)
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6.2. «Hhextpoviokég, odoukég Kor Oeppodvvopikég  1010TTEG  €AgLBEPpOV  Kou
TPOGPOPNUEVOV EIKOGUEIPIKOV Vovocvoompatopdtov Al ce emodveieg Al pe Bempia
1oYLPNG SEGUEVONG KOl TPOGOUOIDOELS LOPLOKNG duvautkncy, P.Mitev, A.I'.IToroyempyiov,
X.E.Aékka, I'.A. Evayyehakng. (apioa)

6.3. «OnTKég Kot NAEKTPOVIOKES 110TNTEG TPOSPOPNUEVAOV BLOAOYIKOV popimv (adevivn,
Kvtooivn) og VAL yYpaeitny X.E. Aékka, I'. Zowviog, E. Ka&ipag. (apica)

7. XX ITavelvio Zvvédpro Duoikng Ltepedc Katdotaong, Iodvviva, (26-29)-9-2004

7.1. Structural and electronic properties of flavonoids, H. Basileiou, A. Kitsaki, Ch. E.
Lekka, D. Galaris, E. Kaxiras (agica)

7.2.  Structural and electronic properties of C nanotubes, P. Theodorakis, Ch.E. Lekka, E.
Kaxiras (agica)

7.3.  Molecular dynamics simulation of NiyAli.xy nanocluster deposited on AIl(111)
surface, P. Euthimiopoulos, D.G. Papageorgiou, Ch. E. Lekka, E. Kaxiras (agico)

7.4. Structural and electronic properties of Ni, Al, NiAl, NizAl and NiAlz nanoclusters, D.
Kilimis, Ch.E. Lekka, D. G. Papageoriou, E. Kaxiras (apioa)

8. XXII IMaveliqvio Zvvédpro Duoikng Ztepedg Katdotaong, Iatpa (24-27)-9-2006

10.

11.

8.1. Molecular Dynamic Simulations of Zr,Ni(100) surface in presence of Ni or Zr
adatoms, Ch.E. Lekka and G.A. Evangelakis (apica)

8.2.  Structural, Thermodynamic and Mechanical properties of Zr based binary nanowires
(ZrCu and Zr;Ni) by Molecular Dynamics, A. Ibenskas, Ch.E. Lekka and G.A. Evangelakis
(opica)

8.3.  Structural and electronic properties of V, Nb and Ta nano-clusters by Tight Binding
Molecular Dynamics Simulations, Ch.E. Lekka, D.A. Papaconstantopoulos (opuAia)

60 IToveAdnvio Zuvédpio EAevBépwv Pilov kar O&edmtikon Xtpec, Tpduavta (18-21)-9-
2008, «Complexation of flavonoids with iron and Copper: Structure and Optical Signatures
and tovg Ch.E. Lekka, Jun Ren, Sheng Meng, Efthimios Kaxiras (opiio)

XXIV Iaverqvio Xvvédpio Duoikng Xtepedg Katdotaong, Kprtn 21-24 Xent. 2008

10.1. Atomistic Mechanisms Of The Deformation Accommodation In Microscopic CuZr
Metallic Glass, Ch.E.Lekka, A.R. Yavari, G.A. Evangelakis (opiio)

10.2. Structural And Electronic Properties Of Ti And TiO2 On C Nanotubes By Ab-Inio
Calculations, M.Gialampouki and Ch.E.Lekka (agica)

10.3. Structural and Electronic Properties Of Nb Nanowires By Tight Binding Molecular
Dynamics Calculations, M. lakovidis, Ch.E.Lekka (agica)

10.4. Complexation of Flavonoids with Iron and Copper: Structure and Optical Signatures,
Ch. E. Lekka, Jun Ren, Sheng Meng, Efthimios Kaxiras (a¢ica)

6 MaveArvio IToAvuepdv, Iodvvive 28 Zent.-10xt. 2008

11.1. Structural And Electronic Properties Of Ti And TiO2 On C Nanotubes By Ab-Inio
Calculations, M.Gialampouki and Ch.E.Lekka (agica)

11.2. Structural and Electronic Properties Of Nb Nanowires By Tight Binding Molecular
Dynamics Calculations, M. lakovidis, Ch.E.Lekka (agica)
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12. XXI1V TMaveAdqvio Xuvédplo Duoikng Ztepedc Katdotaong, ®sooalovikn 21-24 Zent. 2009
12.1.Ultra Fine Structure of the Sort Range Order of the Cu65Zr35 and Cu35Zr65 Metallic
Glasses, Ch. E. Lekka, G. Almyras, G.A .Evangelakis (opiio)

12.2.CuZr nanoclusters by ab-inition calculations, G. Bokas, Ch.E. Lekka, G. A. Evangelakis
(opica)

12.3.Structural and electronic properties of octahedral Titanium Oxide on Graphene by ab-initio
calculations, M.Gialampouki and Ch.E.Lekka (agico)

12.4.Structural and Electronic Properties of Metal Nitrides, Th. A. Goutziotis, L. E.
Koutsokeras, P. Patsalas and Ch. E. Lekka (apica)

13. TTaveAlvio  Xvvédpro Duoikng tepedc Koatdotaong kot emomung tov vMkov, 26-29

YentepPpiov, lodvviva 2010

13.1.Structural and Electronic Properties of Ti adatom and Clusters on C Nanotubes and
Graphene by ab-initio Calculations, M. Gialampouki and Ch.E. Lekka (apioa)

13.2.Structural and electronic properties of CuxZr12-xY (Y=Be, Mg, Al, Si, P, Nb, Ag) clusters
by ab-inio calculations, G. Bokas, G.A. Evangelakis, Ch.E.Lekka (agica)

13.3.Ti Nanowires on and inside Carbon Nanotubes by ab-initio Calculations: A Structural and
Electronic Properties study, A. Mbalerba and Ch. E. Lekka (apica)

13.4.Structural and Electronic Properties of Fe Nanowires on and inside Carbon Nanotubes by
Ab-Initio Calculations, S. Giorgi and Ch.E. Lekka (apioa)

13.5.Ab-Initio Calculations of Cu Nanowires on and inside Carbon Nanotubes: A study of the
Structural and Electronic Properties, O. Gouma and Ch. E. Lekka (apioa)

13.6. Fine structure of short range order in CuxZr100-x metallic glasses by Molecular Dynamics
Simulations, G.A. Almyras, Ch.E. Lekka, D.G. Papageorgiou, N. Mattern and G.A.
Evangelakis (apica)

13.7. Complexation of Flavonoids with Zn: Structural and Electronic Properties, A.P.
Kotsiopoulos and Ch.E. Lekka (agpioa)

14. TTaveliqvio Zuvédpro Duoikng Ltepedsg Katdotaong kot emotiung towv vikov, KYTIPOX
14.1.Tiy decoration of Single Wall Carbon Nanotubes and Graphene by Density Functional
Theory Computations, M. Gialampouki and Ch.E. Lekka (opuhic)

14.2.Ultra Thin Metallic Nanowires Templated on/in Single-Wall Carbon Nanotubes by Density
Functional Theory Calculations, M.A. Gialabouki, A. Balerba, O. Gouma, Ch.E. Lekka
(opica)

15. Mavelinvio Zuvédpro Duvoikng Ltepeds Katdotaong kot emothung tov vakav, IIATPA 2012
15.1.Stability and Bonding Characteristics of Fe and Ti Oxides on Single Wall Carbon Nanotube
by Density Functional Theory Computations, M.A. Gialampouki and Ch.E. Lekka (agico)
15.2.Al/Nb Microalloying effect and bonding particularities in the microstructure of Cu-Zr
Metallic Glasses by ab-initio calculations, G.B. Bokas, G.A. Evangelakis and Ch.E. Lekka
(opica)
16. XXIX IMoveliqvio Zovédpro Duoikng Ztepeds Katdotoong kol emotiung Tov bVAK®V, 22-25

YemtepPpiov AOMva 2013

16.1.0n the role of Icosahedral-like clusters in the solidification and mechanical response of Cu-
Zr metallic glasses by Density Functional Theory, G. B. Bokas, G. A. Almyras, A. E.
Lagogianni, Ch. E. Lekka, D. G. Papageorgiou, G. A. Evangelakis (opuiia)

16.2.Early Stages of Ti-O clusters growth on SWCNTs by Density Functional Theory
Calculations, M. A. Gialampouki, Ch. E. Lekka (opiio)

16.3.CO; adsorption on TiN/Graphene systems (N=1, 3, 13) by ab-initio Calculations, M.
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17.

18.

19.

20.

A.Gialampouki, Ch. E. Lekka (apica)

16.4.Biocompatible Ti-xNb (14<x<40) alloys: Structural, electronic and mechanical properties,
J. J. Gutierrez Moreno, D. G. Papageorgiou, G. A. Evangelakis, Ch. E. Lekka, M. Boenisch,
A.Helth, A. Gebert, M. Calin, J. Eckert (apica)

XXIX [Movedqvio Zovédpro Duoikng Ztepeds Katdotaong kot emotiung Tov bVAK®V, 22-25

YentepPpiov AOMva 2013

17.1.0n the role of Icosahedral-like clusters in the solidification and mechanical response of Cu-
Zr metallic glasses by Density Functional Theory, G. B. Bokas, G. A. Almyras, A. E.
Lagogianni, Ch. E. Lekka, D. G. Papageorgiou, G. A. Evangelakis (opuiia)

17.2.Early Stages of Ti-O clusters growth on SWCNTs by Density Functional Theory
Calculations, M. A. Gialampouki, Ch. E. Lekka (opiio)

17.3.CO; adsorption on TiN/Graphene systems (N=1, 3, 13) by ab-initio Calculations, M.
A.Gialampouki, Ch. E. Lekka (apica)

17.4.Biocompatible Ti-xNb (14<x<40) alloys: Structural, electronic and mechanical properties,
J. J. Gutierrez Moreno, D. G. Papageorgiou, G. A. Evangelakis, Ch. E. Lekka, M. Boenisch,
A.Helth, A. Gebert, M. Calin, J. Eckert (apica)

30th Panhellenic Conference on Solid-State Physics and Materials Science, September 21-24,

2014, Heraklion, Biocompatible Titanium-based alloys for orthopaedics, Ch.E. Lekka (invited)

XXXI Panhellenic Conference on Solid State Physics and Materials Science, Thessaloniki, 20-

23, September 2015

19.1.L-glutamine on Cu(111) surface by Density Functional Theory Calculations, M. G. Bouri
and Ch. E. Lekka (poster presentation)

19.2.Density Functional Theory Calculations of H20 Adsorption on Cu(111), Manos Zegkos
and Ch.E. Lekka (poster presentation)

XXXII Panhellenic Conference on Solid State Physics and Materials Science, 18-21 September

2016, loannina, Structural, magnetic and electronic properties of CuFe nanoclusters by density

functional theory calculations, C. Cutrano, Ch.E. Lekka (poster presentation)
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