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1. ITrwvyio ®vowmg (1996), Tuqpa dvokng, [Havemomuo loavvivov.

2. Metantoyakd Aimlopo Ewdikevong ot @vown (Iovviog 1999) pe Authopatikr Epyacio
omv Emotiun twv Yiikov pe 0épa: "MeAET TV TOAOVIOTIKOV KOl TOV SOMK®OV 1010THTOV
TOV YOUNADV SEKTOV TOV EMPAVEIOV TOL Kpdpatog CUusAU pe N yopic mpocpoenuéva dTopo
Cu 1 Au pe pocopoidcelc Mopiaxng Avvopukng", Tuqua ®vowmg, [avemompio loavvivov.
3. Awoaktopikn owatpifr] ot @voikn (Noéupprog 2001) pe Béua: "Idronreg datetorypévav
empoveldv kpapdtomv Tomov AszB (CusAu, NisAl): Melétn ue mpocopoiwoelc oe H/Y", Tunua

dvowng, [avemompio loavvivov.

Enrayyeduoatikés Oéoeirg

1/1/2002 - 31/12/2002: Metaddoktopikog Epsvovntig (post-doctor) oto Center for
Computational Materials Science, Naval Research Laboratory, Washington D.C., USA o¢
Kowo gpevvntikd mpoypappo pe to School of Computational Sciences, George Mason
University, Fairfax VA, USA. Epevvntikd avtikeipevo « First principles and tight binding
electronic structure studies».

1/1/2003 — 30/8/2005: Awdokovca oto Tunua Emotiung kot Texvoloyiog YAkdv tov
[Movemotmuiov loavvivov, pe oopfocn epyaciog WOOTIKOL S1KAiOL OPIGHEVOVL YPOVOL
(oOpeova pe T1g oataterg tov I1.A. 407/80).

31/8/2005 — 6/9/2009: Aéktopag oto Tunua Emomung ko Teyxvoloyiog YAKdV TOL
[Havemompuiov lwavvivov

7/9/2009 — 7/7/2015: Enikovpn Kabnyntpia oto Tuque Mnyovikev Emetiung YAMkdv tov
[Movemotpiov loavviveov (petovopasio tov Tunuatog €ytve katd ™ dtdpkela tng Onteiog)
8/7/12015 — onuepa: AvomAnpatpia Kabnyntpio oto Tuquo Mnyavikeov Emotiung Yikov
tov [Tavemotnuiov loavvivov

1/5/2017 - 30/6/2017: Emoxéntng Kabnyntpia oto Tunqua ®voikrg tov Tavemotuiov g
Biévwng, Avotpioc (Mdwog-lovviog 2017): Awdoockorion TOL UETAMTUYLOKOD UOONUOTOG
"Computational Science of Nanoscaled Crystalline, Amorphous and Hybride Materials*
(Bewpia kot epyactipro pe ta Aoyiopkd VASP (DFT) kot LAMMPS (MD))



Atdaxtikn sumeipio
1. Awaokodio Tov akdAovbov podnudtov oto Tuque Emoemung koaw Teyvoroyiag YAkmv/
Mnyovikov  Emomung Yiwkov, IMoavemommuiov Ioavvivev (2003-ovjuepa). Zvyypoen|
dapaveldv Kol avaptnot tovg oto dadiktvo (http: //users.uoi.gr/chlekka)
1.1. ®vow II (2° &&dunvo, vroypemtikd pddnua, oavtoddvaun OSwdackario omd
1/1/2003)
1.2.  Atouixf kou nAektpoviakn doun tov otepemv — Duoiky Ttepedc Kotdotaong (5°
e&aUNVo, VITOYPEMTIKO nabnua, ovtodvvaun ddackaiio omd 31/8/2005)
1.3. Egoppoyéc minpoeopikic (6° e&aunvo, emheyopevo uddnpo, oavtoddvapn
ddaokaAio and 1/1/2006)
1.4. Ymoloyotikég pébodor otnv emotiun Towv vhkodv (7° e£aunvo, emleyouevo
nabnua, avtodvvaun ddackaiio amd 1/10/2008)
1.5. Teyvicéc [Ipocopoinong kot Zyediacuod Yikdv oe H/Y. (8° e&aunvo, emiheyouevo
uabnua, cvvédackaria, evog e&ounvov 1/1/2003, pe to . IMarnayswpyiov)
1.6. Ewayoy oe mpoyopnuéves uébodol vmoloyiopoi oty emiothun TV VAKov (9°
e&aunvo, emieyopuevo nddnua, avtoddvaun dwackorio and 1/10/2003)
2. Metantuyioxod mpdypappo omovdmv «IIponyuéva YAkd» cuv-didackoiio Tov pobnuatov:
2.1. Atopikn Kot NAEKTPOVIOKY] OSOUT TOV TPONYUEVOV DAMK®OV
2.2. llpoywpnuéveg Ynoroyrotikég Texvikég Emotiung YAkov
3. Awtunpotikdé Metantoyokd mpoypoppo omovdmv «Xnueie kot Teyvoloyia YAkdvy», cuvv-
dwaockaAio Tov padfuatog «Aoun tov Y Akdv-Ouoikn kot Xnueio Xtepeds KatdoToong»

2vyypoapij O1OAKTIKOV CHUEIDCEDY
1.1. Ewcoymyn oe mpoympnuéves nébodot vroroyiopoi oty emotiun towv vAkodv (9° e&dunvo,
emleyouevo pabnua, ApOpog keporaiov 6 Kot celidov 85)
1.2. Yrnoloyiotikég pébodor otnv emotnun tov vAkdv (7° eEdunvo, emleyopevo uadnua,
Ap1Oudc keparaiov 7 kot ceAidwv 77), Zov cvyypapéag I'.A. Evayyehdakng

Emifileyn o10aKTopikdv SITAWUATIKDV EPYAGIOV

1. M. lN'oropumodkn, «YPpidia opyovikdv Kol avOpyovmy VOVO-DAIKOV UE TPOKOOOPIGUEVES
1010tNTESY, (1-12-2010 — Ymootipién 28-1-2014)

2. T'. Mnokag, «Néa voavodounuéva cuvheTo LVAIKE amd TPAOTEG OpPYESG KO MU-EUTELPIKOVS
VIOAOYIoHOVGY, (25.01.2011 — Yrootpién Moprtiog 2014)

3. J.J. Gutierrez Moreno, “Zyedtoocpoc eOKAUTTOV KPOUATOV TITAVIOL 0md TPATES apyES Kot
VIOAOYIOTIKEG Tpocopowmoels”, (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 - émg ofjuepa)



Méhog ¢ tpyerotg e&etaotikng enttpomng tov K. A. Kovtooképa, lovAtog 2010

Méhog

™G entapelovg e€etaotikng emrpomig Tov K. A. Knioun (2010), tov k. I'. TCidtlog

(AexéuPpng 2010), X. Zodumov (Iavovdprog 2012), tov Tunuatog Mnyavikdv Emotung Yakdv,
[Tav/vio Toavvivev kot g k. E. Kaleodkn, Tuqua dvowmg, Apiototédeto [ov/pmo @ssoarovikng
(DePpovaprog 2012)

Emifieyn petantoyiok®v SImAmuaTik®y PYaci@y

1.

2.

Méhog

M. Tohopumovkn, «Aopkés Kot NAEKTPOVIOKES 1010TNTES Tpospopnuévov Tin (N=1, 2, 3, 7,
13) og vavoomAnveg dvOpaka Kol YpapEVIO [LE DVTOAOYIGHOVS TPOTOV apydv» Okt. 2010

A. Mroiépuma, «Merétn TV SOUIKOV IO0TATOV Kol TN SdyLong VIeAdmV Ypapeviov og
emedaveleg Cu Le TPOCOUOUDCELS LOPLOKNG OLVOKNGY YTTO eEEMEN

M. Mmovpn, « EvaroBeon L-glutamin oty emedveio Cu(11ll) pe vmoAoyiopovg mpotmv
apyov», lav. 2015

M. Zéykog «Evandbeon HoO oty emigdvelo Cu(11l) pe vmoloyiopode mpdtmv apymdv ",
defp. 2016

™G TPYELOVS €EETAOTIKNG emttpomng TV K. I'. AApdpag, 2009 k. A. Aayoyidvvn, 2009 kot

K. . Mrdka, Noépuppiog 2010 tov Tpunpatog dvoknig, [ov/po Iloavviveov

Emifiieyn mpontoyiok@dv OImAOUATIKAOY EPYAGLAIV
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1.2.

1.3.

1.4.

1.5.

1.6.

1.7.

. Mehétm tov Aoukdv kot  HAextpoviokov Idotitov tov  X101pOdEGUEVTIKM®V

drofovoeiddv (luteolin, 7,8 dihydroxyflavon, fisetin, quercetin) pe vmoloyiopovc DFTB,
Bootleiov Hpd (AM 4) Arpikiog 2005

Melém tov  Aopkdv kot Hlektpoviakov Idotitov  pn-  ZidnpodesUELTIKOV
®drofovoeddv (Chrysin, 7-Hydroxyflavon, Flavon, 5-Hydroxyflavon) pe vroloyiopotg DFTB,
Kurodkn Avaotacio (AM 33), Anpikiog 2005

Aopikég, NAEKTPOVIKES Kol TOAAVTMTIKEG 1010TNTEG Vovoovpuatwv Cu pe vroAoyiopuotvg TB
Kol Tpocopolmcelg MA, Zaita Zon (AM 76), Iovviog 2006

Merétn Oopuk®v kot MAEKTpoviK®V 10otntewv  evomofetnuévovr Ti ko TiOyx oe
vavocsoAnveg avOpaka kot ypoeivn pe vmoAoyiopovg DFT, Twhapmovkn Mdapba (AM
436), Oxtoppng 2008

Merét SopkdV Kot NAEKTPOVIKOV 1310t TtV vavocvpudtov Nb pe vroloyiopovg TBMD,
I'ewpyradng Mapiog (AM 353) Hp/via vrootipiéng Anpiing 2009

Melét TV SOUIKAOV Kol NAEKTPOVIOK®OV IO0TATOV 0EELDI0D TOV GLONPOV GE VAVOGMANVES
avBpaka pe VITOAOYIGHOVS TPOTOV apydv, ['idpyn Zoeia (AM. 637), Hwvia vrootpiéng
NoéupBprog 2010

MeAétn TOV SOUIKOV KOl MAEKTPOVIOK®V 1010THTOV VITPOI®V UETAAL®V peTdPaong pe
VTOAOYIGHOVE TTPOTO®V opydv, ['kovtliovte Oaviaone (AM 443), Hwwvia vrootpiéng
Ampiing 2011



1.8. Mehétn tov SOMKAOV Kol NAEKTPOVIOK®V WO10THTOV vavoovpudtov Ti e vovocsmAnveg
dvBpaka e VITOAOYIGHOVG TPOTOV opy®V, ABoavaciog Mroiépurma (AM. 678), Huva
vrootpiEng OxtdPprog 2011

1.9. Merétn TV SOMIK®V KOl MAEKTPOVIOK®OV 1O10THTOV Vavosvupudtov Cu g VOVOSMANVEG
dvBpaxa e VITOAOYIGHOVG TpdTOV apy®dv, I'kodpa Olyoc (AM. 640), Hu/via vrootipiEng
Mduog 2012

1.10.MeAétn TtV OOMK®OV KOl MAEKTPOVIOK®OV 1O0THTOV GLUTAOK®OV DAaPovoedmv e
Yevodpyvpoll pe vroroyiopovg mpdtov apyodv, Kotoidmoviog Abavdciog (AM. 374),
Hu/vie vrootpiéne Noéufplog 2012

1.11.Evondbeon vipadwv ypaeeviov oty empdvela Cu (001) pe mpocopoidcelc Mopilakng
Avvapung, Kotaviong AAéErog (AM. 951) Noéupprog 2013

1.12. Aopukég Ko NAEKTPOVIOKES 1O1OTNTES KPOUATOV TITAVIOU LE VTOAOYICUOVE TPOTMV aPYDV.
AAEEavopog TTaravtwviov (AM. 687) lodhog 2014

1.13.EvandBeon vipadwv ypapeviov oty emedvein Cu (111) pe mpocopoiwcelg Mopilokng
Avvouikng, Paraskeuas Aggelos (AM. 688) Nogp 2019

1.14.BoovpParto kpapato Tirtaviov yioo opOomedikés e@aproyéG HE VTOAOYIGUOVS TPDOTOV
apyov., A. Auov (AM. 1219 ) Xent. 2019

1.15. YBpidia Kovprovpivng pe Fe-O vavooueompatdroTo e VTOAOYIGLOVS TPMOTMV OpYdV.,
E. Kitoov (AM 1933) Noep. 2019

MéLoc ™G TPWEAODS EMITPOMNG OPKETMOV TPOMTUYLUKDV OSUTAMUATIKOV EPYACI®OV, VIO TNV
enifreyn tov cuvadérpov A. ITarayewpyiov, E. Awdwpikn kot I1. [Tatcald.

Emzponéc Tujuarog
1.1. Owovopkav (ITpodedpog, 2009 — £mc onpepa)
1.2. TTaparafng (2007-2009, TIpoedpog 2009 -2011)
1.3. Topéwv (nérog)
1.4. Katatokmplov e£etdoemVv (LEAOG)



Epevvynika evorapépovra

MeAéT VMK®V KOl GUOTNUATOV OTEPEAS KATAOTOONG HE TPOCOUOIMOEL Moplakng
Avvopikng (MD) kévovtog ypnon NU-eUTEIPIKOV SVVOUIKOV LE EULPACT] GE EMLPAVELEG KO
0€ VOVO0-0146TATO GLGTHLLOTOL.

Ymoloyiopol NAEKTPOVIKNG SOUNG KOl OAIKNG EVEPYELNG UETOAA®V HE OTEAEEG KOl VOVO-
GUCOOUATOUATOV HE VTOAOYIGHOVE TPATOV OpYDdV POCIGUEVEC OTNV  TPOGEYYIoN
emavénpévov enimedov kopartog (Augmented Plane Wave (APW)) kot ot Oswpia Ioyvpon
Aecpob (Tight Binding TB) — IMpocopowdoelc Paciopéveg otn Bewpeio Ioyvpod Aol
(TBMD).

Ymoloyiopol oOMKNG EVEPYELONG, NAEKTPOVIKNG OOUNG KOl OTTTIKNG OTOPPOPNONG NUL-0Ly YDV
Kot VTPV HeTdAl®mV amd mpmdteg 0pyeS Paciopévol oty pEBOSO CLVOPTNCLAKOV
nokvotntog eoptiov (Density Functional theory (DFT)) ka1 otnv mpocéyyion emavénpévon
eminedov kopatoc (Augmented Plane Wave (APW)).

Melétn PloAoyik®v popiov Kot 0AANAETIOPOONC TOVG HE LETOAMKE 1OVTO LE VTTOAOYIGLOVG
npotov apydv (DFT) kot mpocopoidoelg Pacicpéves oty péBodo cuvapTNoLOKOD
TUKVOTNTOG POPTIOV 6TN TPoGEyyion woyvpng décpevong (DFTB).

Twntikég owakpioeg :

1.

Bpopeio xkardtepng avoapnuévne avakoivoong oto XIX IMaveldvio Zvvédpro Duoikng
Ytepeac Kotdotaong kot Emotiung Ylkov ot Oeocolovikn (21-24)-9-2003 otnv
epyooia: «HAektpoviakég kot ontikés 1010tteg Proroyikadv popiov (adevivng) endve og
ypaopity, Xp.E.Aékka, I'.Zoviog, E.Ka&ipag.

Bpofeio koldtepng mpogopikic  mapovsiaong oto  14°  Taykoopio  Zvumdoilo
ISMANAM2007 ot Képxupa (26-30)-8-2007 oty epyacia: «Microscopic aspects of the
deformation accommodation in the CugsZrs, Metallic Glass” and tovg Ch.E. Lekka, L.
Tayebi, A.R. Yavari, G.A.Evangelakis

Bpopeio kaivtepng mpopopikng mapovoioong oto 60 Ilaveldvio Zvvédplo elevBépwv
prlov kat o&edmtikod otpéc ota [pdpavta (18-21)-9-2008 otnv epyacia: «Complexation
of flavonoids with Fe and Cu: Structure and Optical Signatures and tovg Ch.E. Lekka, Jun
Ren, Sheng Meng, Efthimios Kaxiras.

Bpofeio koAdtepng avaptnuévnge avokoivoong oto 27° Panhellenic conference on solid
state physics and materials science, Limassol, Cyprus, September 2011 otnv epyocia
«Structural and electronic properties of Ti-Nanowires/C-single wall nanotubes composites
by Density functional theory calculations», M. Gialambouki, A. Balerba, Ch.E. Lekka
ISMANAM Best poster award, 19" International symposium on 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. Bdnisch,
A. Helth, M. Calin, A. Gebert, M. Stoica, J. Eckert, IFW

Bpafeio kaldtepng avapmuévng avakoivwong oto 280 Panhellenic conference on solid
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state physics and materials science, Patra, September 2012 otmv epyacio «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

Ilatévra

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.

Ilpookekinuéves outiies
1. Xuvéopuo:

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(11l1) surface», Ch.E. Lekka, N. Bernstein, M.J. Mehl and D.A.
Papaconstantopoulos
1.2.  NanoteCO07, International Conference on carbon nanoscience and nanotechnology,
29th August - 1st September 2007, University of Sussex, Brighton, UK : «Metal (Nb, Cu)
on C-nanotube by ab-initio calculations», Ch.E. Lekka
1.3.  Euronano BMG-Europe conference, Paris, 2-4 Dec, 2007 «Tensile deformation
accommodation in microscopic metallic glasses via subnanocluster reconstructions», Ch.E.
Lekka, A. Ibenskas, L. Tayebi, A.R. Yavari, G.A. Evangelakis
1.4. 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 CussZrgs and CugsZrss metallic glass, Ch.E. Lekka, G. Almyras, N.
Mattern, G.A. Evangelakis
1.5.  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
1.6. ISMANAM 2011, 26June-lJuly, 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
1.7. 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
1.8. 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



1.9. 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. IMavemotqmo | Epgovntikoé wotivrovro:
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. EBvikd Topupo epevvov, 10 June 2010, AOnvo, «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 fir 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

Epevvytika npoypauuazo

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)

[Tpoypappo 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) Mélog thg Management
committee

Epevovnuikd mpdypappa Evponaikig Eveoong FP7-PEOPLE-2010-1TN, (No 264635),
2011-2014, Academic-Industrial Initial Training Network on Innovative Biocompatible
Titanium-based Structures for Orthopaedics (BioTiNet) (Ymevbvvn tomikig opddoc,
npoimoroyiopog 217787.50 evpm)

Evponaiko apoypappa Evporaikig Evoong FP7-SiS-2008-1 (No 230253), 2009-2011,
Science in Society, Improving the gender diversity management in materials research
institutions (Diversity), (YrevBvvn tomiknc opddac, tpoimoroyiopuog 8300 svpmd)
Epevovntikd mpoypappo g Emzpontic Epgsvvav ITov/uiov Imavvivewv, 2007-2009 (No.
80018) «Nanowires and nanoclusters of catalytic metallic oxides from oxygen plasma:
From ab-initio calculations to experimental synthesis», (Yrebv0vvn, tpodmoroyiopudg 6000
EVPM)

Yvupetoyn oe Evponaikd npoypdupota (RNT Marie Curie 2001, RNT Marie Curie 2003,
European Space Agency 2007) kot EAAnvikd npoypdppota (ITENEA9G, ITubayopag 2003)

Awopydvwaon covedpiomy

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 ko1 BioTiNet MidTerm
meeting, 19-21 /9/2012, (Awopyavatpie) Chandris Dasia Hotel, Corfu, Greece



. European Workshop: “Women in European Materials Science Research Institutions”
(Avpyavotpua), 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 (Méhoc g tomikng emttponnc) and
Satellite meeting of WomenInNano (Awopyavatpia), 28 August 2007— Corfu , Chandris,
Greece

. Workshop on “Recent developments on Bulk Metallic Glasses”, 25 June 2004 — Corfu,
Hotel Corfu Palace, Greece (MéLog TG TOTIKNAG EMTPOTNG)
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Kvpieg Epevvytikég ovvepyaoics

1.
2.

o s

M. Calin, A. Gebert, J. Eckert, IFW, Dresden, Germany
A.A. Tamokovoetavtonoviog, George Mason University, Virginia, USA (Naval Research
Laboratory, Washington D.C)

. E. Ko&ipog, Harvard Univeristy, Boston, USA

I'.A. Evayyeidxng, [avemotuio loavvivov
N. Grobert, Oxford, UK

Emokéyers o Epyactipia tov EEotepixov

1. Center for Computational Materials Science, Naval Research Laboratory, Washington D.C.,
Mdiog 2000. ZXZkomdc g emiokeyme: Epevvmtikny  ovvepyacia pe 10 kaf. AA.
[Marokovotavténovio kot tov Ap. M. Mehl pue o160 v epapuoyn g NRL-tight-binding
molecular dynamics o€ bee pétoria ko kpdpota Cu-Au.
2. CINECA High performance Systems Division, Casalecchio di Reno, Bologna, Italy.
Hu/vieg: 25 Zentepfpiov - 20 OxtoPpiov 2000 ko 30 Ampidiov - 12 Maiov 2001 Xta mhaicta.
tov mpoypaupatog MINOS : Multidisciplinary Intensive Computing for Research Activities of
European Scientists. Xkomdog tg emiokeyng: Eoeapuoyn g pebddov NRL-tight-binding
molecular dynamics simulations oto Nb bcc. Emdoceig tov kwdiko TBMD otov Cray T3E kot
emoAnBgvon g HeBOJOL e VTTOAOYIGUO WOOTATOV OYKOL KOl EMUPAVELOS Y10l TN TEPIMTMOOT TOL
Nb.
Ta amoteréopato Tav epyaciov dnuoctebnkav oto CINECA's Icarus magazine “Daedalus”:
1. "Vibrational properties of the Nb bcc metal by Tight Binding Molecular Dynamics
Simulations”, Ch.E. Lekka, Daedalus (2001) 1.
2. "Vibrational and structural properties of the Nb (001) surface by Tight Binding Molecular
Dynamics Simulations", Ch.E. Lekka, Daedalus 5 (2002) 5.
3. School of Computational Sciences at George Mason University, Fairfax, Virginia,
Epevvntikn cvuvepyoaoia pe to kob. A.A. Tlanakovoetaviorovio kot tov Ap. Mike Mehl:

1. 26 AskeuPpiov - 9 DePpovapiov 2004. Xxomdg emiokeyns: Melétn g
uetapepopotnrog twv NRL-tight-binding og bee péraila kot ota kpdpatd tovg.

2. 24 TovAiov - 31 Avyovotov 2005, komog g emiokeyng: Egapuoyn g NRL-tight-
binding molecular dynamics o€ bee pétolha pe aTéAEES KO GE VOVO-GUGOMULOTMLOTO LE
EPUPUOYEG TN VOVOTEYVOLOYIO.

4. Harvard University, Boston, USA, 31 Iav — 13 ®gfp 2006, Epguvnrikn cvvepyacio pe to
kaf. E.Ka&ipa yio v pelém mg oAAnAenidpaong Ploroyik®v Hopiov pe HETAAAMKE 10VTO HE
VTOAOYIGHOVS TPAOT®V apYdV Pacicpéves otn Bewpio cuvaptnolmdohs TUKVOTNTAS (OPTion
(DFT).

5. IFW Dresden, Germany 4-8 Nov. 2007. Epegvvnrtikn ovvepyoaoia pe tov kod. J.Eckert kot
tov N.Mattern pe oxond 10 GLVOLAGUO TOV BEPNTIKOV UE TO TEWPOUUOTIKA TOVG OTOTEAEGLLOTOL
NG YOVIOKNG TUKVOTNTOG KOTAVOUNG TNG LETAAAIKTG VaAovg CUZr.
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6. 10-23 Feb. 2007, USA, George Mason University, Fairfax,VA kot Harvard Univ. Boston.
Y& GUVEYELD TOV TPONYOVUEVOV EMOCKEYEWV, cuvepyacia pe Toug A.A. TTomok®vtavTOmTovAog
kot E.Ka&ipa.

7. November 2011 kot Iovviog 2012, Department of Materials, Oxford University, Epguvntikn
ovvepyaoio ue ™ Kab. N. Grobert

8. IFW Dresden, Germany Iobiog 2012 xor Méptiog 2014. Epguvntiki] cuvepyacio pe Tov
kab. J.Eckert kar v k0. M. Calin tov fswpntik®v anoteheocudtov ota kpauoto Ti pe to
TEPALOTIKA TOVG OTOTELEGILOTO GTO TTAAIGLO, TOV EpELYVNTIKOV Tpoypaupatos BioTiNet.

Anupooicvoels o€ 01£0vij Eykpira Teplodikd,

1.

10.

11.

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)), (Avagopég =13)

Diffusion processes of Au and Cu adatoms on the CuzAu(001) surface, Ch. Lekka, G.A.
Evangelakis, Surf. Sci. 473 (2001) 39. (IF=1.78), (Avogopég =8)

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), (Avagopég
=1)

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), (Avagpopéc =18)
Molecular dynamics study of the ordered CusAu. Il Vibrational properties of the Cu and Au
adatoms on the ordered low-index CusAu surfaces by Molecular Dynamics Simulations,
Ch.E.Lekka, N.l. Papanicolaou, G.A.Evangelakis, Surf. Sci. 488 (2001) 269. (IF=1.78),
(Avagpopég =10)

Vacancy diffusion driven CusAu and NizAl (001) surface re-arrangement, Ch.E. Lekka, G.A.
Evangelakis, Appl. Surf. Sci. 9509 (2002) 1. (IF=1.263), (Avagopéc =5)

Molecular Dynamics study of the transport and structural properties of the CuzAu(110) and
NizAl(110) surface, Ch.E.Lekka, D.G.Papageorgiou, G.A.Evangelakis Surf. Sci. 518 (2002)
111. (IF=1.78), (Avagopéc =8)

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),
(Avagopég =3)

Transport processes and structural properties of the CuzAu 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), (Avagopéc =6)

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), (Avagopéc =11)

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),
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12.

13.

14.

15.

18.

19.

20.

21.

22,

23.

24,

25.

(Avagpopég =18)

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), (Avagopéc =8)

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), (Avagpopég =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, Physica B37
(2007) 189 (IF=0.796), (Avapopég =4)

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
Physics 103, 2-3 (2007) 500. (IF=1.136), (Avagopéc =-)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), (Avagopéc =2)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), (Avagopég =5)

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), (Avagpopig =40)

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) (Avagopég =1)
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), (Avagpopég =22)

Structural and vibrational properties of deposited Cu or Zr surface adlayers on Cu46Zr54 bulk
metallic glass, D.G. Papageorgiou, A. lbenskas, Ch.E. Lekka and G.A. Evangelakis,
Rev.Adv.Mater.Sci.18(2008) 98 (IF=1.12), (Avagopég =2)

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), (Avagopég =20)

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), (Avagpopéc =1)

L.Tayebi, Ch.E. Lekka, G.A. Evangelakis,Journal of alloys and compounds, 483 (2009) 570-
572 (IF=2.289), (Avagpopéc =3)

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), (Avagopéc =15)
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26.

217.

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

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), (Avagopéc =1)

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), (Avapopég
:5)

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), (Avagpopéc =-)

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), (Avagopég =7)

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) , (Avagopéc =1)

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), (Avagpopég =7)

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), (Avagpopéc =9)
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), (Avagpopég =3)

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), (Avagopég =5)

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),
(Avagpopég =20)

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), (Avagopéc =4)
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), (Avagpopég
:4)

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.
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39.

40.

41.

42.

43.

44,

45.

46.

47.

48.

49.

50.

Mattern, J. Eckert, G.A. Evangelakis, Intermetallics 19 (2011) 657-661 (IF = 1.649), (Avagopég
=5)

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), (Avagopég =1)

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), (Avagopéc =1)

Tin 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), (Avagpopéc =2)

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),

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)

Controlling the Orientation, Edge Geometry, and Thickness of Chemical Vapor 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)

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)

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
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

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)

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)

Understanding Zn(1l) 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.
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51.

52.

53.

54.

55.

56.

57.

58.

59.

60.

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

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.

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
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

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

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

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

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

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

Electronic origin of o to P 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

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

Anpoocievoels 6& TPakTikd o1Edvay ovvedpimy ue KpITtég

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.
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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 22" EAEEIE Annual
Conference EAEEIE2011, Maribor, Slovenia, Junel3-15, 2011, pages89-92

Avaxovaeelg oe o1edviy covédpia
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 CuzAu
surfaces with and without Cu(Au) adatoms by molecular dynamics» Ch.E. Lekka, N.I.
Papanicolaou,G.A. Evangelakis (agica)
4. European research conference on: Electronic structure of solids & surfaces, Lenggries,
Germany (18-23) September 1999 «Rippling effect of the order low index CusAu faces by
Molecular Dynamics Simulations» Ch.E. Lekka, N.I. Papanicolaou, G.A. Evangelakis (apioa)
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 CuzAu(001) surface», Ch. E. Lekka and G.
A. Evangelakis(agico)
7. Nato Advance Research Workshop on: "Atomistic Aspects of Epitaxial Growth", Corfu (25-
30) June 2001 (apioa)
7.1. Adatoms or vacancies on the A3B (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 (mrapovciocn opriog)
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 (agioa)
10. Applied Surface Modeling: Experiment, Theory and Simulations, Cleveland, Ohio, USA
(21-23 August 2002) «Structural and electronic properties of the CuzAu(111l) surface»,
Ch.E.Lekka, N. Bernstein, M. J. Mehl and D. A. Papaconstantopoulos (mopovcioon
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TPOCKEKANUEVNG OLUALOG)
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 (agpica)
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. (apico)
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.Lekka, 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.
Evangelakis (agpica)
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
(opica)
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 (ouma)24”" 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 (agica)
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 (apica)
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 (apica)
17.2. Structural and electronic properties of Nb adsorption on Carbon zig-zag nanotubes,
Ch.E. Lekka (agica)
18. Summer School on Women-in-nano: Career Development and Research Trends (Marvel
hotel, Coma-ruga, Tarragona, Spain) from June 1st to 6th , 2007
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18.1. Structural, Thermodynamic and Mechanical properties of Zr based binary nanowires
(ZrCu and Zr2Ni) by Molecular Dynamics”, A. lbenskas, Ch.E. Lekka and G.A.
Evangelakis (apica)
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 (opica)
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 (opuic)
19.3. Structural and electronic properties of CuZr nanoclusters by ab-initio calculations,
Ch.E.Lekka (opica)
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
(opica)
19.5. Atomistic aspects of the Cud6Zr54 bulk metallic glass under compressive
deformation by Molecular Dynamics Simulations, L. Tayebi, Ch.E. Lekka, G.A.
Evangelakis (apica)
20. NanoteCOQ7, International Conference on carbon nanoscience and nanotechnology, 29th
August - 1st September 2007, University of Sussex, Brighton, UK: «Metal (Nb, Cu) on C-
nanotube by ab-initio calculations», Ch.E. Lekka (mpookekAnuévn opidio)
21. NATO Advanced Study Institute on Materials for Generation-IV 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 (agpica)
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 (tpookexinuévn ophio)
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 (apioa)
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 (rpookexinuévn opiia)
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 (opuria)
26. The International Conference On Metallurgical Coatings And Thin Films ICMCTF 2009,
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
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27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

Evangelakis, P.A. Patsalas (opuiio)
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 (mpookexinuévn
optMa)

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

WPI-Europe Workshop on Metallic Glasses and Related Materials, 25-28 August 20009,

Grenoble, Bonding Characteristics and Mechanical Properties of Cu-Zr and Cu-Zr-Al Clusters

Ch. E. Lekka and G.A.Evangelakis (mpookekAnuévn opiia)

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 (mpookexAnuévn opidio)
30.2. CuZr and Cu-Zr-Al clusters bonding characteristics and mechanical properties, Ch.

E. Lekka and G.A.Evangelakis (agica)
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 (opiior)
31.2. Structural and electronic properties of octahedral Titanium Oxide on Graphene by

ab-initio calculations, M.A.Gialampouki and Ch.E.Lekka (agica)
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 (opuAia)
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, (mpookexAnuévn opuiio)
EMRS 2010, Softening of Nanostructured Transition Metal Nitrides, L.E. Koutsokeras, A.
Skarmoutsou, Th. Goutziotis, C.E. Lekka, C. Charitidis, P. Patsalas (agica)
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 (mpookekAnuévn opidio)
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 (mpookekAnuévn opidio)
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 (apioa)
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37.

38.

39.

40.

41.

42.

43.

44,

45.

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
(opica)

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, (apica)

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 Cu8Zr4Y
(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 (apioa)

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 (opthia)

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 (opuria)

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.

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, Thessaloniki 2012.

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

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,

AR. Yavary (apioa)
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46.

47.

48.

49.

50.

51.

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, Neuchatel, 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 (opiia)

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
optMa)

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 (apioa)
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 (agioa)
47.4. Structural and electronic properties of f-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(apica)

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 (agica)

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

(opria)
Euromat 2013, 8-13 September, Sevilla, Spain,
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
(rpookexinuévn 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 (agica)
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 (apioa)
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52.

53.

54,

55.

56.

57.

58.

59.

60.

61.

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, VVrnjacka 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,
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)

23



62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

72,

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
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.

Hapovoidseis og eOvika covédpia
1. XII Maverdivio Zovédpio Duoikrg Ltepedg Katdotaong, Hpdxkelo, Kpnmn (15-18)-9-1996
CAVVOLIKES 1010TNTEG TOV TPOSPOPNUEVOD OTOLOL AU GTIC YOUNAGV OEIKTOV empdveleg Tov Cu
pe mpocopowwoelg Moprakng Avvapikne», I'.X.Karliwvtépng, X.E.Aékka, N.LITamoavikoAdov,
I'.A.Evayyeldxng (apica)
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2. IT MoveAdqvio Xuvvédplo Duoiwkrg Xtepedc Katdotaong, Oeccarovikn (15-18)-9-1997
«Awdwaoieg dbyvong tov mpocspopnuéveov atopov Cu oty empdvein Cu(110) pe
npocopoldoel  Moplakng  Avvoukne», [.A.Evayyehdxng, A.I. Torayewpyiov, I'.X.
Kailwvtépne, X.E. Aékkoa, N.I. [Tamavikoddov. (agpica)
3. XIV HaverAlyvio Zovédpio Puoikng Ztepedc Koatdotoong, Iodvviva, (15-18)-9-1998:
3.1,  «ToravtoTikég 1O10TNTEC TOV YOUNAGV OEIKTOV ToV emeavel®v Tov CUsAU pe 1
yopic mpocpoenuéva dropo Cu/Au pe mpoocopoimon Mopiakng Avvouikng», X.E.Aékka,
I'.A.Evayyelaxng, N.LITarnavikordov (apico)
3.2. «AvvatdmTo PETAPOPAS TOV TOPAUETPOV NG Bewpiag oyvpod decpod oe €va
uetofotikd otoyeio (Nb)», X.E. Aékka, N.I. IMamavikordov, I'.A. Evayyehdkne, A.A.
[Marokovoetavténoviog (apioa)
4. XVI Iaverivio Xvvédpro dvoikng Ltepedg Katdotaong, Navmio, (17-20)-9-2000,
«Awdikaoieg didyvone Tov Tpocpoenuévey atopuny Au kar Cu otnv emedaveia CusAu(001)»,
X.E. Aékxkoa, I'.A. Evayyeldxng (apica)
5. XVII Maveldiqvio Zvvédpro Duoikng Ztepedc Katdotaong, Opaxn, (6-9)-9-2001:
51. «Aidyoon omdv kot oatoukny t@é€n oty emedvern. CusAu(001)», X.E.Aékka,
I".A . Evayyehdxng (mapovcioon opiiag).
5.2,  «MeAétn G GLUTEPLPOPAS CMUEWNKADV OTEAELDV (TPOGPOPNUEVO GTOMO 1| OTEG)
omv emodveia (001) tov kpapdtov tonov AsBy», X.E. Aékka, I'.A. Evayyeldxng. (apica)
6. XIX [MaveAlnvio Zovédpio Puoiknig Xtepedc Katdotaong, ®so/ikn,(21-24) — 9 -2003:
6.1. «IIpocopowwoelg Oewpiog 1oyvpng déopcvong empoaveiwv Nb ue N yopig
empoavelokee otélelecy, X.E.Aékko, M.J.Mehl, N.Bernstein, D.A.Papaconstantopoulos
(Tapovcioon optMog)
6.2. «Hhextpoviokég, Oopkéc Kot Oepuodvvapikés  1010tTec  eAlevbBépov ko
TPOGPOPNUEVOV EIKOGAEIPIKOV vavocvooopatopdtov Al oe emeaveieg Al pe Bswpia
1oYLPNG OEGUEVONG KO TTPOGOLOIDCELS LOPLOKNG Suvapukncy, P.Mitev, A.T" ITaraysmpyiov,
X.E.Aékka, I'.A. Evayyehakng. (apioa)
6.3. «Ontkég Kol MAEKTPOVIOKEG O10TNTEG TPOCPOPNUEVAOV  PLOAOYIKAOV  pHopimv
(adevivn, kutooivn) oe @OALO ypoeitn» X.E. Aékka, I'. Zodviog, E. Ka&ipac. (apica)
7. XX ITavedvio Zvvédplo 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 NiyAls.x) nanocluster deposited on Al(111)
surface, P. Euthimiopoulos, D.G. Papageorgiou, Ch. E. Lekka, E. Kaxiras (agico)
7.4. Structural and electronic properties of Ni, Al, NiAl, NisAl and NiAls nanoclusters,
D. Kilimis, Ch.E. Lekka, D. G. Papageoriou, E. Kaxiras (agico)
8. XXII IMaveldiqvio Zvvédpro Duoikng Ztepedg Katdotaong, ITatpa (24-27)-9-2006
8.1. Molecular Dynamic Simulations of Zr,Ni(100) surface in presence of Ni or Zr
adatoms, Ch.E. Lekka and G.A. Evangelakis (agica)
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12.

13.

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)

9. 60 IMaveAlnvio Zuvédpio Ehevbépov Pildv kar O&edmtikov Xtpeg, [pauavta (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 (opuhic)

10. XXIV IHaveAlqvio Xuvédpro Duoikng Ztepedc Katdotaong, Kpnm 21-24 Zent. 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 (agica)

11. 6 Ioavelnvio Iolvpepdv, Iodvviva 28 Xent.-10kt. 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)

XXV TaveAdqvio 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 (opuiio)

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)

[TaveAAnvio Xvvédpro Duoikng Ztepedg Katdotaong kot €motiung Tov LAIKOV, 26-29

YentepPpiov, lodvviva

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 (agica)

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 CuxZrl00-x metallic glasses by Molecular
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14.

15.

16.

17.

18.

19.

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 (apioa)

[Tavednvio Zuvédplo Duoikng Xtepedg Katdotaong kot emotnung tov vikov, KYTIPOX

14.1.Tiy decoration of Single Wall Carbon Nanotubes and Graphene by Density Functional
Theory Computations, M. Gialampouki and Ch.E. Lekka (opuAic)

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)

[TaverAnvio Zuvédplo Dvoikng Xtepedg Katdaotaong kot emotiung tov vikov, [TATPA 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 (apioa)

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)

XXIX HaveAdqvio Zovédpro Duoikng Ltepeds Katdotaong kot emotiung tov vMkov, 22-25

YentepPpiov 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.
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 (apioca)

XXIX HaveAdqvio Zuvédpro Duoikng Ltepeds Katdotaong kot emotiung tTov vMkov, 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 (optiio)

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

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 (apioca)

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)

XXXI1 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)
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19.2.Density Functional Theory Calculations of H20 Adsorption on Cu(111), Manos Zegkos
and Ch.E. Lekka (poster presentation)
20. XXXI1 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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