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* Co-organizer of Conference GSynergy Between Experiment and Computation in
Nanoscale Science”, National Nanoscale Infrastructure Network, Harvard University
(May 2006).

* Co-organizer of Focus SessiOfiteps, Growth and Smoothing”, American Physical
Society March Meeting, Baltimore (March 2006).

* Session Organizef:Multiscale Simulations in Materials Science”, SIMU- European
Physical Society Workshop on Bridging the Scales, Genova, Italy (August 2004).

* Co-organizer of Workshop oMultiscale Modeling and Simulation”, sponsored by
ETH-Z Computational Laboratory, Lugano, Switzerland (August 2003).

* Co-organizer of Workshop oM ultiscale Modeling of Materials: Methods,
Algorithms and Unsolved Problems”, sponsored by Centre Europeen pouCéécul
Atomique et Moleculaire (CECAM), Heraklion, Greece (July 2001).

* Co-organizer of Symposium dfNew Advances in Materials Prediction”, Fall 1999
Meeting of the Materials Research Society, Boston.

* Co-organizer of Symposium dfMultiscale Modeling of Materials”, Fall 1998
Meeting of the Materials Research Society, Boston.

* Co-organizer of Workshop oultiscale Modeling and Grand Challenge Problems
in Materials Research”, CECAM, Lyon, France (October 1997).

* Co-organizer of Workshop otQuantitative Methods in Materials Research”,
Institute of Theoretical Physics, U.C. Santa Barbara (January - June 1997).

* Co-organizer of Symposium dfEpitaxial Growth: Principles and Applications”,
Spring 1997 Meeting of the Materials Research Society, San Francisco.

* Co-organizer of Symposium dfMaterials Theory, Simulations and Parallel
Algorithms”, Fall 1995 Meeting of the Materials Research Society, Boston.

II. PUBLICATIONS
Books, Invited Reviews and Book Chapters:

OOverview of Multiscale Simulations of MaterialsO, Gang Lu and E.Kaxiras,
Handbook of Theoretical and Computational Nanothechnology, Vol. X, pp. 1-33, edited
by M. Rieth and W. Schommers (American Scientific Publishers, 2005).
Olntroduction: Atomistic Nature of MaterialsO, E. Kaxiras and SH¥igplbook of
Materials Modeling, edited by S. Yip, pp. 451-458Springer, Netherlands, 2005).
Atomic and Electronic Structure of Solids, E. Kaxiras (Cambridge University Press,
Cambridge, 2003).

Materials Science, E. Kaxiras, Guest Editor for collection of articleCownputing in
Science and Engineering, vol. 3(6) (Nov.-Dec. 2001).

OThe surfactant effect in semiconductor thin film growthO, D. Kandel and E. Kaxiras,
Solid State Physics, edited by H. Ehrenreich and F. Spaepen vol. 54, pp.219-262,
(Academic Press, San Diego, 2000).
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Multiscale Modeling of Materials, Materials Research Society Symposium Proceedings,
vol. 538, edited by V. Bulatov, T. Diaz de la Rubia, R. Phillips, E. Kaxiras and N.
Gonhiem (MRS, Pittsburgh, 1999).

OModeling and simulation of solidsO, E. Kaxiras and S. Yip, collection of articles edited
in Current Opinion in Solid State and Materials Science, vol. 3 (1998).

OSimulation of Semiconductor Growth Mechanisms in the Presence of Adsorbate
LayersQ, iomputational Materials Science, edited by C.Y. Fong (World Scientific,
Singapore, 1997).

OStructure and properties of covalently bonded Si clusteiGlastsr Assembled

Materials, edited by K. Sattler, Materials Science Forum vol. 232, pp.67-86 (1996).
Materials Theory, Simulations and Parallel Algorithms, Materials Research Society
Symposium Proceedings, vol. 408, edited by E. Kaxiras, J.D. Joannopoulos, P. Vashishta
and R.K. Kalia (MRS, Pittsburgh, 1996).

Articles in Refereed Scientific Journals:

OStructure of incommensurate gold sulfide monolayé&ugh11)O, S.Y. Quek, M. M.

Biener, J. Biener, Bhattacharjee, C. M. Friend, U. V. Waghmare, and E. Kaxiras,

Chem. Phys. - to appear (2007).

OMultiscale model of electronic behavior and localization in stretched dry DNAO, R.L.
Barnett, P. Maragakis, A. Turner, M. Fyta and E. Kaxifa&fater. Sci. 42, 8894-8903

(2007).

OSemiconducting cyanide-transition-metal nanotubesO, Y. Mo and E. Ksuxitia3,
1253-1258 (2007).

ODiamond stabilization of ice multilayers at human body temperatureO, A. Wissner-Gross
and E. KaxirasPhys. Rev. E 76, 020501(R) (2007).

OExploring DNA translocation through a nanopore via a multiscale lattice-Boltzmann
molecular-dynamics methodologyO, S. Melchionia Fyta, E. Kaxiras and S. Succi,

Int. J. of Mod. Phys. C 18, 685-692 (2007).

OMetal-diborid@anotubes as high-capacity hydrogen storage mediaO, S. Meng, E.
Kaxiras and Z.Y. ZhangyanoLett.. 7, 663-667 (2007).

ONegative differential resistance in transport through organic molecules in siliconO, S. Y.
Quek, J.B. Neaton, M.S. Hybertsen, E. Kaxiras and S.G. LBuj®, Rev. Lett. 98,

066807 (2007).

ODNA nucleoside interaction and identification with carbon nanotubesO, S. Meng, P.
Maragakis, C. Papaloukas and E. KaxirésjoLett. 7, 45-50 (2007).

OMultiscale coupling of molecular dynamics and hydrodynamics: application to DNA
translocation through a nanoporeO, M. G. Fyta, S. Melchionna, E. Kaxiras, and S. Succi,
Multiscale Model. Simul. 5, 1156-1173 (2006).

OSchottky barrier formation at a carlmamotube B metal junctionO, W. Zhu and E.
Kaxiras,Appl. Phys. Lett. 89, 243107 (2006).

OStructural model of eumelaninO, E. Kaxiras, A. Tsolakid&m@os, and S. Meng,

Phys. Rev. Lett. 97, 218102 (2006).

OActive role of buried ultrathin oxide layers in adsorptionod©Au filmsO, S.Y. Quek,
C.M. Friend and E. Kaxirasurf. Sci. 600, 3388-3393 (2006).
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ORich coordination chemistry of Au atoms in gold sulfide monolayer on Au(111)0, S.Y.
Quek, M.M. Biener, JBiener, J. Bhattacharjee, C.M. Friend, U.V. Waghmare and E.
Kaxiras,J. Phys. Chem. B- Lett. 110, 15663-15665 (2006).

OFirst-principles studies of the electronic structure of cyclopentene on Si(001): density
functional theory and GWO, S.Y. Quek, J.B. Neaton, M.S. Hybertsen, E. Kaxiras and
S.G. Louie Physica Stat. Solid. B 243, 2048-2053 (2006).

OTheory of spintronic materialsO, J.R. Chelikowsky, E. Kaxiras andARMzcovitch,
Physica Stat. Solid. B 243, 2133-2150 (2006).

OElectronic structure of Pd-covered (10,0) carbon nanotubeO, W.G. Zhu and E. Kaxiras,
Physica Stat. Solid. B 243, 2164-2169 (2006).

OTuning solid surfaces from hydrophobic to superhydrophilic by submonolayer surface
modificationO, S. Meng, Z.Y. Zhang and E. KaxiRis;s. Rev. Lett. 97, 036107 (2006).

OThe nature of contact between Pd leads and semiconducting carbon nanotubesO, W.G.
Zhu and E. KaxirasyanoLett. 6, 1415-1419 (2006).

OFormation of monatomic Fe chains on vicinal Cu(111) surfaces: An atomistic viewO,
J.D. Guo, Y. Mo, E. Kaxiras, Z.Y. Zhang, and H.H. WeiteriP&ys. Rev. B 73, 193405
(2006).

OEmbedded atom method potentials employing a faithful density representationO, P.
Mitev, G.A. Evangelakis and E. Kaxira¥pdelling Simul. Mater. Sci. Eng. 14, 721-731
(2006).

OFrom electrons to finite elements: a concurrent multiscale approach for metalsOO G. Lu
E. Tadmor and E. Kaxira®/iys. Rev. B 73, 024108 (2006).

OOrbital-free density functional theory applied to NaAIH40, T.J. Frankcombe, G.J. Kroes,
N.I. Choly and E. Kaxiras), Phys. Chem. B 109, 16554-16562 (2005).

OSuperconducting and charge-density wave instabilities in ultrasmall-radius carbon
nanotubesO, R. Barnett, E. Demler and E. Kaxieé! State Comm. 135, 335-339

(2005).

OCarbon nanotube interaction with DNAO, G. Lu, P. Maragaki.gagiras NanoLett.

5, 897-900 (2005).

OMultiscale simulations in simple metals: A density-functional-based methodologyO, N.
Choly, G. Lu, W. E and E.Kaxira®hys. Rev. B 71, 094101 (2005).

OHydrogen embrittlement of aluminum: The crucial role of vacanciesO, G. Lu and E.
Kaxiras,Phys. Rev. Lett. 94 (15) 155501 (2005).

OKinetic pathway for the formation of Fe nanowires on stepped Cu(111) surfacesO, Y.
Mo, K. Varga, E. Kaxiras and Z. Zhamgys. Rev. Lett. 94 (15) 155503 (2005).

OA TDDFT study of the optical response of DNA bases, base pairs and their tautomers in
the gas phaseO, A. Tsolakidis and E. Kaxita¥ys. Chem. A 109 (10) 2373-2380

(2005).

OTuning electronic properties of novel metal oxide nanocrystals using interface
interactions: MoO3 monolayers on Au(111)0, S.Y. Quek, M.M. BienBeder, C.M.

Friend and E. Kaxirasurface Sci. Lett. 577, L71-L77 (2005).

OElectron-phonon interaction in ultrasmall-radius carbon nanotubesO, R. Barnett, E.
Demler and E.Kaxira®hys. Rev. B 71, 035429 (2005).

OSulfur point defects in crystalline and amorphous siliconO, Y. Mo, M.Z. Bazant and
E.Kaxiras,Phys. Rev. B 70, 205210 (2004).
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OContrasting growth modes of Mn®a(100) andse(111) surfaces: Subsurface
segregation versus intermixingO, W. Zhu, H.H. Weitering, E.G. Wang, E. Kaxiras, and Z.
Zhang,Phys. Rev. Lett. 93, 126102 (2004).

OModeling of the carbon-rich c(4x4) reconstruction on Si(100)O, I.N. Remediakis, C.
Guedj, P.C. Kelires, D. Grutzmacher, and E. Kaxifasgface Science 554 (2-3): 90-102
(2004).

OModeling Zinc in biomolecules with the self consistent charge-density functional tight
binding (SCC-DFTB) method: Applications to structural and energetic analysisO, M.
Elstner, Q. Cui, P. Munih, E. Kaxiras, Th. Frauenheim, M. Karplu€pmput. Chem.

24 (5), 565-581 (2003).

ODinitrosyl formation as an intermediate stage of the reduction of NO in the presence of
MoO30, I.N. Remediakis, E. Kaxiras, M. Chen and C.M. Frign@hem. Phys. 118

(13), 6046-6051 (2003).

OFast method for force computations in electronic structure calculationsO, N. Choly and
E. Kaxiras, Phys. Rev. B 67, 155101 (2003).

OElectronic structure of overstretched DNAO, P. Maragakis, R.L. Barnett, E. Kaxiras, M.
Elstner and Th. Frauenhei®;ys. Rev. B 66, 241104 (2002).

OAdaptive nudged elastic band approach for transition state calculationsO, P. Maragakis,
S. Andreevy. Brumer, D.R. Reichmark. Kaxiras,J. Chem. Phys. 117, 4651 (2002).
OElectronic structure of solid nitromethane: Effects of high pressure and molecular
vacanciesO, D. Margetis, E. Kaxiras, M. Elstner, Th. Frauenheim, M. Riad Manaa,
Chem. Phys. 117, 788 (2002).

OKinetic energy density functionals for non-periodic systemsO, N. Choly, E. Kaxiras,
Solid State Comm. 121, 281 (2002).

OA lattice Boltzmann study of reactive microflowsO, A. Gabrielli, S. Succi, E. Kaxiras,
Comp. Phys. Comm. 147, 516 (2002).

OLattice Boltzmann simulation of reactive microflows over catalytic surfacesO, S. Succi,
G. Smith and E. Kaxirad, Stat. Phys. 107, 343 (2002).

OCan vacancies lubricate dislocation motion in aluminum?0, G. Lu and E. Kaxiras,

Rev. Lett. 89, 105501 (2002).

OPolarization switching in PbTiO3: an ab initio finite element simulationO, E.B. Tadmor,
U.V. Waghmare, G.S. Smith and E. Kaxirdsta Materialia 50, 2989 (2002).

OEnergetics of hydrogen impurities in aluminum and their effect on mechanical
propertiesO, G. Lu, D. Orlikowski, I. Park, O. Politano and E. Kaxifas, Rev. B 65,

064102 (2002).

ODensity-functional theory modeling of bulk magnetism with spin-dependent
pseudopotentialsO, F. Starost, K. Kim, S.C. Watson, E. Kaxiras and E.A. Pagter,

Rev. B 64, 235105 (2001).

OVariational finite-difference representation of the kinetic energy operatorO, P.
Maragakis, J. Soler and E. Kaxir@4ys. Rev. B 64, 193101 (2001).

OMultiscale simulation of silicon nanoindentationO, G.S. Smith, E.B. Tadmor, N.
Bernstein and E. Kaxiradcta Materialia 49, 4089 (2001).

OApplying the lattice Boltzmann equation to multiscale fluid problemsO, S. Succi, O.
Filippova, G. Smith and E. KaxiraSpmputing in Science and Engineering 3, 26 (2001).
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OChemical efficiency of reactive microflows with heterogeneous catalysis: a lattice
Boltzmann studyO, S. Succi, G. Smith, A. Gabrielli, E. Kaxitasy. Phys. J.: Appl.

Phys. 16, 71, (2001).

OQuantum mechanics simulation of protein dynamics on long timescaleO, H. Liu, M.
Elstner, E. Kaxiras, Th. Frauenheim, J. Hermans, and W. Yaogjns: Structure,

Function and Genetics 44, 484 (2001).

OA QM/MM implementation of the self-consistent charge density functional tight binding
(SCC-DFTB) methodO, Q. Cui, M. Elstner, E. Kaxiras, T. Frauenheim and M. Karplus,

J. Phys. Chem. B 105, 569 (2001).

OHydrogen bonding and stacking interactions of nucleic acid base pairs: A density-
functional-theory based treatmentO, M. Elstner, P. Hobza, T. Frauenheim, S. Suhai and E
Kaxiras J. Chem. Phys. 114, 5149 (2001).

OThe chemical nature of surface point defects on MoO3(010): Adsorption of hydrogen
and methylO, M. Chen, C.M. Friend and E. Kaxitas{m. Chem. Soc. 123, 2224 (2001).
ODislocation core properties of aluminum: a first-principles studyO, G. Lu, N. Kioussis,
V.V. Bulatov and E. Kaxiras\at. Sci. and Engin. A 309, 142 (2001).

OHARES: an efficient method for first-principles electronic structure calculations of
complex systemsO, U.V. Waghmare, H. Kim, I.J. Park, N. Modine, P. Maragakis and E.
Kaxiras,Computer Phys. Comm. 137, 341 (2001).

OHydrogen enhanced local plasticity in Aluminum: an ab-initio studyO, G. Lu, Q. Zhang,
N. Kioussis and E. KaxirasPhys. Rev. Lett. 095501 (2001).

OThermodynamics of C incorporation in Si(100)O, I.N. Remediakis, E. Kaxiras and P.
Kelires, Phys. Rev. Lett. 86, 4556 (2001).

OA self-consistent charge density-functional based tight-binding scheme for large
biomoleculesO, M. Elstner, Th. Fraunenheim, E. Kaxiras, G. Seifert and S.Pauhai,

Stat. Sol. B 217, 357 (2000).

OGeneralized stacking fault energy surface and dislocation properties of aluminumO, G.
Lu, N. Kioussis, V.V. Bulatov and E. Kaxira®hys. Rev. B 62, 3099 (2000).

OThe Peierls-Nabarro model revisitedO, G. Lu, N. Kioussis, V.V. Bulatov and E. Kaxiras,
Phil. Mag. Lett. 80, 675 (2000).

OStructure of 111-Sb(001) growth surfaces: the role of heterodimersO, W. Barvosa-Carter,
A.S. Bracker, J.C. Culbetrson, B.Z. Nosko, B.V. Shanabrook, L.J. Whitman, H. Kim,

N.A. Modine and E. KaxirasPhys. Rev. Lett. 84, 4649 (2000).

OA density functional theory study of site-specific methyl reaction org(@@@): The

effects of methyl coverageO, M. Chen, C.M. Friend and E. Kaxra&%em. Phys. 112,

9617 (2000).

OEnergetic, vibrational and electronic properties of silicon using a nonorthogonal tight-
binding modelO, N. Bernstein, M.J. Mehl, D.A. Papaconstantopoulos, M.Z. Bazant and E.
Kaxiras,Phys. Rev. B 62, 4477 (2000); Correctio®hys. Rev. B 65, 249902 (2002).
OAtomistic simulations of solid-phase epitaxial growth in siliconO, N. Bernstein, M. J.
Aziz and E. KaxirasPhys. Rev. B 61, 6696 (2000).

OModeling brittle and ductile behavior of solids from first-principles calculationsO, U. V.
Waghmare, E. Kaxiras and M. S. DuesbePyiys. Stat. Sol. B 217, 545 (2000).

OMultiscale simulation of loading and electrical resistance in silicon nanoindentationO, G.
S. Smith, E. B. Tadmor and E. KaxiraBhys. Rev. Lett. 84, 1260 (2000).
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OTheory of the (3 x 2) reconstruction of the GaAs(001) surfaceO, N.A. Modine and E.
Kaxiras,Mat. Sci. and Engin. B 67, 1 (1999).

OResolving discrepancies between LEED and STM through ab initio calculations:
Surface structure and bonding of sulfurMa(110)0, M. Chen, P.G. Clark, Jr., T.

Mueller, C.M. Friend and E. KaxiraBhys. Rev. B 60, 11783 (1999).

OElectronic and optical properties af,8k alloysO, G. Theodorou, G. Tsegas, P.C.
Kelires and E. Kaxira?hys. Rev. B 60, 11494 (1999).

OSelf-organized growth of Ge quantum dots on Si(001) substrates induced by sub-
monolayer C coveragesO, O. Leifeld, R. Hartman, B. M"uller, E. Kaxiras, K. Kern and D.
GrYtzmacheNanotechnology 10, 122 (1999).

OConcurrent coupling of length scales: methodology and applicationO, J.Q. Broughton,
N. Bernstein, E. Kaxiras and F.F. AbrahaRkys. Rev. B 60, 2391 (1999).

OMetal-coated fullerenes: electronic, geometrical and vibrational propertigiies C

(M=Ti and V)O, M.R. Pederson, D.V. Porezag, D.C. Patton and E. KaXas, Phys.

Lett. 303, 373 (1999).

ODimer pairing on the C-alloyed Si(001) surfaceO, O. Leifeld, D. GrYtzmacher, B.
Muller, K. Kern, E. Kaxiras and P. KelireBhys. Rev. Lett. 82, 972 (1999).

OLinking chemical reactivity, magic numbers, and local electronic properties of clustersO,
D.R. Alfonso, S.-Y. Wu, C.S. Jayanthi and E. Kaxi®@s;s. Rev. B 59, 7745 (1999).

0O{331} slip on (013) planes in molybdenum disilicideO, U.V. Waghmare, E. Kaxiras, V.
Bulatov and M.S. Duesber@hil. Mag. A 79, 655 (1999).

OMicroalloying for ductility in molybdenum disilicideO, U.V. Waghmare, V. Bulatov, E.
Kaxiras, M.S. Duesberwfat. Sci. and Engin. A 261, 147 (1999).

OTheory of electronic and optical properties of 3¢c-SiCO,G. Theodorou, G. Tsegas and E.
Kaxiras,J. Appl. Phys. 85, 2179 (1999).

OBand structure calculations for semiconductors within the generalized density functional
theoryO, I.N. Remediakis and E. Kaxit@&ys. Rev. B 59, 5536 (1999).

OMixed finite element and atomistic formulation for complex crystalsO, E. Tadmor, G.S.
Smith and E. Kaxira?hys. Rev. B 59, 235 (1999).

OSpanning the continuum to quantum length scales in a dynamic simulation of brittle
fractureO, F.F. Abraham, J.Q. Broughton, N. Bernstein and E. Kaxiraphys. Lett.

44, 783 (1998).

OAtomistic features of the amorphous-crystal interface in siliconO, N. Bernstein, M.J.
Aziz and E. Kaxiras/. of Computer Aided Materials Design 5, 55 (1998).

OFirst-principles study of static nano-scale friction between MaOMo0SO, G.S.

Smith, N.A. Modine, U.V. Waghmare and E. Kaxitdsyf Computer Aided Materials

Design 5, 61 (1998).

OSpanning the length scales in dynamic simulationO, F.F. Abraham, J.Q. Broughton, N.
Bernstein and E. Kaxirasiomputers in Physics 12, 538 (1998).

OA density functional study of clean and hydrogen-covered _s(@bQ): electronic

structure and lattice relaxation®, M. Chen, U.V. Waghmare, C.M. Friend and E. Kaxiras,
J. Chem. Phys. 109, 6854 (1998).

OVacancy in silicon revisited: structure and pressure effectsO, A. Antonelli, E. Kaxiras
and D.J. ChadiPhys. Rev. Lett. 81, 2088 (1998).
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OFinite-temperature molecular-dynamics study of unstable stacking fault free energies in
siliconO, M. DeKoning, A. Antonelli, M.Z. Bazant, E. Kaxiras, J.F. JuBtgs. Rev. B

58, 12555 (1998).

OEffects of alloying on the ductility of MaSiingle crystals from first-principles
calculationsO, U.V. Waghmare, E. Kaxiras, V. Bulatov and M.S. Dueshierig//ing

Simul. Mater. Sci. Eng. 6, 483 (1998).

OSubstitutional carbon impurities in thin silicon films: equilibrium structure and
propertiesO, P.C. Kelires and E. Kaxitdslac. Sci. Technol. B 16, 1687 (1998).
OAmorphous-crystal interface in silicon: a tight-binding simulationO, N. Bernstein, M.J.
Aziz, E. Kaxiras, Phys. Rev. B 58, 4579 (1998).

Olnteratomic potential for silicon defects and disordered phasesO, J. F. Justo, M. Z.
Bazant, E. Kaxiras, V. V. Bulatov, and S. Yiphys. Rev. B 58, 2539 (1998).

ODiffusion of adsorbate atoms on the reconstructed Si(111) surfaceO, K. Cho and E.
Kaxiras,Surf. Sci. Lett. 396, L261 (1998).

OTheory of adsorption and desorption gfitblecules on the Si(111)-(7 x 7) surfaceO, K.
Cho, E. Kaxiras and J.D. Joannopoul®sys. Rev. Lett. 79, 5078 (1997).

OSurface reconstruction induced geometries of Si clustersO, E. KRixsisaRev. B 56,

13455 (1997).

ONon-orthogonal tight-binding Hamiltonians for defects and interfaces in siliconO, N.
Bernstein and E. Kaxira®/iys. Rev. B 56, 10488 (1997).

OEnvironment dependent interatomic potential for bulk siliconO, M. Z. Bazant, E. Kaxiras
and J. F. JustoPhys. Rev. B 56, 8542 (1997).

Olntermittent diffusion on the Si(111)(7 x 7) surfaceO, K. Cho and E. Ké&xiras)ys.

Lett. 39, 287 (1997).

OSemi-discrete variational Peierls framework for dislocation core propertiesO, V. V.
Bulatov and E. Kaxira?hys. Rev. Lett. 78, 4221 (1997).

OEnergetics and equilibrium properties of thin pseudomorphi€,8100) layers in SiO,

P. C. Kelires and E. KaxiraBhys. Rev. Lett. 78, 3479 (1997).

OAdaptive coordinate real-space electronic structure calculations for atoms, molecules
and solidsO, N.A. Modine, G. Zumbach and E. KaxiPgs. Rev. B 55, 10289 (1997).

OSlip energy barriers in aluminium and implications for ductile versus brittle behaviourO,
Y. Sun and E. Kaxira®hil. Mag. A 75, 1117 (1997).

OSimulations of structural materialsO, E. Kaxiras and J.R. SmojtlGomputer Aided

Materials Design 3, 30 (1996).

OModeling of covalent bonding in solids by inversion of cohesive energy curvesO, M. Z.
Bazant and E. Kaxira®hys. Rev. Lett. 77, 4370 (1996).

ODynamic scaling in conserved systems with coupled fields: Application to surfactant
mediated growthO, A. L. Barabasi and E. KaxiEasgphys. Lett. 36, 129 (1996).
OGeneralized stacking fault energy surfaces and dislocation properties of silicon: a first-
principles theoretical studyO, Y. Juan and E. Kaxitkei, Mag. A 74, 1367 (1996).

OTheory of surfactant-mediated growth on semiconductor surfacesO, E. Kaxiras and D.
Kandel,4Applied Surface Science 102, 3 (1996).
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Phys. Rev. B 50, 1535 (1994).

OOrientational order in dense molecular hydrogen: A first-principles path-integral Monte
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Zumbach, and E. Kaxiras, MRS Symposium Proceedings, vol. 492, p. 189, edited by S.R.
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Proceedings, vol. 408, p. 55, edited by E. Kaxiras, J. Joannopoulos, P. Vashishta and
R.K. Kalia (Materials Research Society, Pittsburgh, 1996).

OMolecular dynamics studies of defects in SiO, M.S. Duesbery, D.J. Michel, E. Kaxiras
and B. Joos, MRS Symposium Proceedings vol. 209, p. 125, edited by P.D. Bristowe,
J.E. Epperson, J.E. Griffith and Z. Lillienthal-Weber (Materials Research Society,
Pittsburgh, 1991).

OVibrational properties of silicon microclusters and comparison to the amorphous
materialO, J.L. Feldman and E. Kaxiras, MRS Symposium Proceedings vol. 206, p. 79,
edited by R.S. Averback, J. Bernolc and D.N. Nelson (Materials Research Society,
Pittsburgh, 1991).

OEnergy barriers for magic-strain transformations in crystals with fcc latticesO, M.J.
Mehl, L.L. Boyer and E. Kaxiras, MRS Symposium Proceedings vol. 205, p. 447, edited
by M.O. Thompson, G.B. Stephenson and M.J. Aziz (Materials Research Society,
Pittsburgh, 1991).

OOn the possibility of passivation of Si(100) by group-VI atomsO, E. Kaxiras, MRS
Symposium Proceedings vol. 193, p. 143, edited by M.S. Daw and M.A. Schluter
(Materials Research Society, Pittsburgh, 1990).

OKinetics and growth channels in GaAs epitaxy on Si(100)O, O.L. Alerhand, E. Kaxiras,
J.D. Joannopoulos and G.W. Turner, 20th International Conference on the Physics of
Semiconductors, Proceedings vol. 1, p. 284, edited by E.M. Anastassakis and J.D.
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OA new classical potential for accurate total-energy calculations of atomic processes in
SiO, E. Kaxiras and K.C. Pandey, 19th International Conference on the Physics of
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Semiconductors, Proceedings vol. 2, p. 896, edited by W. Zawadzki (Polish Academy of
Sciences, Warsaw, 1989).

OVariable stoichiometry surface reconstruction: new models and phase transitions on
GaAs111(2 x 2)0, E. Kaxiras, Y. Bar-Yam, J.D. Joannopoulos, K.C. Pandey, 18th
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edited by O. Engstrom (World Scientific, Singapore, 1987).

ITI. INVITED TALKS AT INTERNATIONAL CONFERENCES AND WORKSHOPS
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93.

92.

91.

90.

89.

88.

87.

86.

85.

84.

OMultiscale simulations of complex materials for engineering and biological
applicationsO, Minternational Conference on Phase Equilibria for Product and Process
Design (20-25 May 2007, Hersonissos, Crete, Greece).

OSimulations of complex materials across multiple scalesO, NanoMaterials for Defense
Applications Symposium (23-26 April 2007, San Diego, California).

OMultiscale simulations of complex materials for engineering and biological
applicationsO, 283Annual Meeting of the American Chemical Society (25-29 March
2007, Chicago, lllinais).

ONanotube contacts with metal leads and DNA - from ENTSs to ultrafast

sequencingO, Workshop on Simulations of Novel Carbon Materials, Centre Europeen de
Calcul Atomique et Moleculaire - CECAM (25-28 October 2006, Lyon, France).
OSimulations of complex materials across multiple scalé8®anfellenic Conference

and Summer School on Nonlinear Science and Complexity (10-22 July 2006, Polytechnic
School, Aristotle University of Thessaloniki, Greece).

OSimulations of complex materials across multiple scal@a@otkshop on

Nanosciences and Nanotechnologies (10-12 July 2006, Aristotle University of
Thessaloniki, Greece).

OHydrogen embrittlement of Aluminum: first-principles calculations and multiscale
simulationsO, Symposium on Micro- and Nano-mechanics of Structural Materials, Fall
Meeting of Materials Research Society (28 November B 3 December 2005, Boston,
Massachusetts).

(Keynote) OMultiscale models for complex materiagchanochemistry, DNA and CNT
nanowires, ATP-synthase functionO, Topical Conference on Multiscale Analysis in
Chemical, Materials and Biological Processes, Annual Meeting of American Institute of
Chemical Engineers (30 October B 4 November 2005, Cincinnati, Ohio).

OA new class afemiconducting nanotubes based on metal-cyanide complexesO,
Workshop on Computational Materials and Molecular Electronics, Institute for
Computational Engineering and Sciences, University of Texas, Austin (20-22 October
2005, Austin, Texas).

OMultiscale modeling of materialsO, Workshop on Multiscale Modeling in Condensed
Matter and Materials Sciences, Institute for Pure and Applied Mathematics, University of
California, Los Angeles (17-20 October 2005, Los Angeles, California).

OMultiscale modeling and growth phenomena on surfacesO, Workshop on Multiscale
Studies of Formation and Stability of Surface-based Nanostructures, University of
Wisconsin (14-15 October 2005, Madison, Wisconsin).
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82.

81.

80.

79.

78.

7.

76.

75.

74.

73.

72.

71.

70.

(Hot Topics) OTuning thevettability of surfaces from hydrophobic to super-hydrophilic
by submonolayer chemical modification: the case of X-C(111), X=Li, Na, KO, Gordon
Research Conference on Thin Film and Crystal Growth Mechanisms (26-30 June 2005,
Mount Holyoke College, South Hadley, Massachusetts).

(Keynote) OMultiscale modeling of materials: Applicatiormechano-chemistry of
metalsO, Symposium on Mutliscale Modeling of Materials Behavior ® Solids, Third
M.L.T. Conference on Computational Fluid and Solid Mechanics (14-17 June 2005,
Cambridge, Massachusetts).

OMultiscale Simulation of Materials: from Covalent to Metallic Bonding, Tests and
ApplicationsO, Workshop on Multiscale Modeling in Solids, 2004-2005 Theme Year on
Mathematics of Stochastic and Multiscale Modeling, Centre de Reserches
Mathematiques, Universite de Montreal (28-30 April 2005, Montreal, Canada).
OMultiscale Simulation of Materials: from Covalent to Metallic Bonding, Tests and
ApplicationsO, Symposium on Linking Length Scales in Mechanical Behavior of
Materials, Spring Meeting of the Materials Research Society (29-31 March 2005, San
Francisco, California).

OContrasting growth modes of Mn®a(100) andse(111) surfaces: Subsurfactant

action versus intermixingO, Second International Conference on Multiscale Materials
Modeling, (11-15 October 2004, UCLA-Los Angeles, California).

OMultiscale Simulations in Materials ScienceO, European Conference on Computational
Physics, (1-4 September 2004, Genoa, Italy).

OSimulations of Complex Systems Across Scales: Connecting the Nano to the Macro
WorldO, Indo-US Workshop on Nanotechnology: Issues in Interdisciplinary Research and
Education (11-13 August 2004, Bangalore, India).

OThe Nanotechnology Revolution: the Role and Necessity of Theory and SimulationsO,
The Onassis Lectures on Chemistry and Physics, Foundation for Research and
Technology-Hellas (19-23 July 2004, Heraklion, Crete, Greece).

OCoupling of Scales in Simulations of Mechanical Behavior of Metals with Chemical
ImpuritiesO, March Meeting of the American Physical Society (22-26 March 2004,
Montreal, Canada).

OMultiscale Modelling of Complex Physical Systemst®Migroelectronics Workshop,
National Center for Scientific Research Demokritos (4 B 6 February 2004, Athens,
Greece).

OReal-space Multiscale Simulations for Metals: Implementation of Density-functional
with Embedded Atom Coupling®, Symposium on Atomic Scale Materials Design
Modeling and Simulation, Fall Meeting of Materials Research Society (1 - 5 December
2003, Boston, Massachusetts).

OMultiscale modeling of complex physical systemsO, XIX Panhellenic Conference on
Condensed Matter Physics, Aristotle University of Thessaloniki (21 - 24 September
2003, Thessaloniki, Greece).

OModeling complex physical systems across length scales: progress and problemsO,
Schloss Ringberg Conference on Modeling Statistics and Dynamics in Catalysigsbfrom
initio potentials to rare events (10 - 13 September 2003, Munich, Germany).

(Plenary) OSimulations of complex systems across multiple length scalesO, Second
MIT Conference on Computational Fluid and Solid Mechanics, Massachusetts Institute
of Technology (17 - 20 June 2003, Cambridge, Massachusetts).
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68.

67.

66.

65.

64.

63.

62.

61.

60.

59.

58.

S7.

56.

55.

54.

OMultiscale modeling of complex physical systemsO, Conference on Frontiers in
Materials and Nanoscience: Novel Phenomena and New Structures, Harvard Engineering
and Applied Sciences Industrial Outreach Program, Harvard University (10 - 11 April
2003, Cambridge, Massachusetts).

OSimulations of complex systems across multiple length scalesO, NANO-2002 Workshop
IV: Modeling and Simulation of Materials, Institute of Pure and Applied Mathematics,
University of California, Los Angeles (19 - 22 November 2002, Los Angeles, California).
(Plenary) QMultiscale modeling of complex phenomena involving chemical

interactionsO, Sixth World Congress of Theoretically Oriented Chemists (4 - 9 August
2002, Lugano, Switzerland).

OMultiscale simulations of the behavior of solids under extreme loadsO, Frontiers in
Information Technology Symposium, Rensselaer Polytechnic Institute (8 November
2001, Troy, New York).

OMultiscale simulations of the behavior of solids under extreme loadsO, Second
International Conference on Multiscale Modeling, The Knowledge Foundation (13 - 14
August 2001, Boston, Massachusetts).

OMultiscale approaches based on ab initio calculationsO, Thirteenth Annual Workshop or
Recent Developments in Electronic Structure Algorithms, Princeton University (15 - 18
June 2001, Princeton, New Jersey).

OMultiscale simulations of deformations of solids under external loadingOQ, Symposium
on Multiscale Materials Modeling, Fall Meeting of Materials Research Society (27
November - 1 December 2000, Boston, Massachusetts).

OBulk and surface structure of amorphous siliconO, International Symposium on Wave
Propagation and Electronic Structure of Disordered Systems, Foundation for Research
and Technology - Hellas (15 - 17 June 2000, Heraklion, Crete, Greece).

OBulk and surface structure of amorphous siliconO, Workshop on Electronic and Optical
Properties of Semiconducting Glasses, Centre Europeen pour le Calcul Atemique
Moleculaire (13 - 16 June 2000, Lyon, France).

OQuantum to atomistic coupling in multiscale modelingOQ, Workshop on Multiscale
Modeling of Materials (17 - 19 May 2000, Newport, Rhode Island).

OQuantum mechanical simulations of chemical reactions in high-stress and high-pressure
environments in solidsO, Symposium on Physical Chemistry at High Pressure and
Temperature, National Meeting of the American Chemical So¢&ty 30 March 2000,

San Francisco, California).
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