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NANOPHASE Network Publications

NANOPHASE-related publications by NANOPHASE groups and their members, up to the end
of the network on 31.5.04.

(If any non-NANOPHASE-team, duplicate listings, or other errors have crept into this
list, please inform Rex Godby)

e Added 1 June 1999

e R.W. Godby, M. Schluter and L.]. Sham, "Self-Energy Operators and Exchange-
correlation potentials in semiconductors"”, Phys. Rev. Lett. 56, 2415 (1986); Phys
Rev. B 37, 10159 (1988).

e M.Y.Jiang M.Y.Jiang, G. Pajer, E. Burstein, "Role of surface electronic transitions
in linear and nonlinear elctromagnetic phenomena at noble metal surface:
beyond jellium", Surf.Sci. 242, 306 (1991)

e F Aryasetiawan and U. von Barth, Dielectric response and quasiparticle energies
in nickel, Physica Scripta T45, 270 (1992)

e Shkrebtii and R. Del Sole, "Microscopic calculation of the optical properties of
Si(100)2 x 1: Symmetric versus asymmetric dimers", Phys. Rev. Lett. 70, 2645
(1993).

e F. Aryasetiawan and K. Karlsson, Energy loss spectra and plasmon satellites in
alkali metals: negative plasmon dispersion in Cs, Phys. Rev. Lett 73, 1679 (1994)

e R. Del Sole, L.Reining and R.W. Godby, "GWG approximation for electron self-
energy in semiconductors and insulators", Phys. Rev. B 49, 8024 (1994).

e A.Liebsch and W.L.Schaich, "Influence of a polarizable medium on the nonlocal
optical response of a metal surface", Phys. Rev. B 52, 14219 (1995)

e Ph. Hofmann, K. C. Rose, V. Fernandez, A. M. Bradshaw, and W. Richter, "Study of
Surface States on Cu(110) Using Optical Reflectance Anisotropy ", Phys. Rev.
Lett. 75, 2039 (1995)

e "A Mixed-Space Formalism for the Dielectric Response in Periodic Systems",X.
Blase, A. Rubio, M.L. Cohen and S.G. Louie. Phys. Rev. B (Rapid Communications)
52, 2225-2228 (1995)

e F. Aryasetiawan and O. Gunnarsson, Electronic structure of NiO in the GW
approximation, Phys. Rev. Lett. 74, 3221 (1995)

e K. Karlsson and F Aryasetiawan, Plasmon lifetime, zone-boundary collective
states, and energy-loss spectra of lithium, Phys. Rev. B. 52, 4823 (1995) [page
number corrected 18.9.01]

e P S. Svendsen and U. von Barth, On the gradient expansion of the exchange
energy within linear response theory and beyond, Int. J. Quant. Chem. 56, 351
(1995)

e G.Onida, L. Reining, R.W.Godby, R.Del Sole, W. Andreoni, "Ab initio calculations of
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the quasiparticle and adsorption spectra of clusters: the sodium tetramer", Phys.
Rev. Lett. 75, 818 (1995).

e R.Del Sole, "Reflectance spectroscopy - theory" in "Photonic probes of surfaces"
edited by P.Halevi (Elsevier, Amsterdam, 1995); p. 131.

e "Space-time method for ab initio calculations of self-energies and dielectric
response functions of solids"”, H.N. Rojas, R.W. Godby and R.]. Needs, Phys. Rev.
Lett. 74 1827 (1995).

e "Evaluation of GW approximations for the self-energy of a Hubbard cluster”, C.
Verdozzi, R.W. Godby and S. Holloway, Phys. Rev. Lett. 74 2327 (1995).

e "Density-polarisation functional theory of the response of a periodic insulating
solid to an electric field", X. Gonze, P. Ghosez and R.W. Godby, Phys. Rev. Lett. 74
4035 (1995).

e "Density-functional theory and the v-representability problem for model strongly
correlated electron-systems", A. Schindlmayr and R.W. Godby, Phys. Rev. B 51
10427 (1995).

e C. Noguez, C. Beitia, W. Preyss, A. I. Shkrebtii, M. Roy, Y. Borensztein, R. Del
Sole, "Theoretical and experimental optical spectroscopy study of hydrogen
adsorption at Si(111)7x7", Phys. Rev. Lett. 76, 4923 (1996)

e P. S. Svendsen and U. von Barth, Gradient expansion of the exchange energy from
second-order density response theory, Phys, Rev. B 54 17402 (1996)

e M. Springer, P. S. Svendsen, and U. von Barth, Straightforward gradient
approximation for the exchange energy of s-p bonded solids, Phys, Rev. B 54
17392 (1996)

e F Aryasetiawan and K. Karlsson, GW spectral functions in NiO and Gd, Phys, Rev.
B 54 5353 (1996)

e R. van Leeuwen, The Sham-Schli ter equation in time-dependent density-
functional theory, Phys. Rev. Lett. 76, 3610 (1996)

e F. Aryasetiawan, L. Hedin, K. Karlsson, Multiple plasmon satellites in Na and Al
spectral functions from ab initio cumulant expansion, Phys, Rev. Lett. 77, 2268
(1996)

e U. von Barth and B. Holm, Self-consistent GWO results for the electron gas: fixed
screened potential WO within the random-phase approximation, Phys. Rev. B 54,
8411 (1996)

e L. Kipp, D. K. Biegelsen, J. E. Northrup, L.-E. Swartz, and R. D. Bringans,
"Reflectance difference spectroscopy: Experiment and theory for the model
system Si(001):As and application to Si(001)", Phys. Rev. Lett. 76, 2810 (1996).

e "Ab initio Photoabsorption Spectra and Structures of Small Semiconductor and
Metal Clusters", A. Rubio, J.A. Alonso, X. Blase, L.C. Balbds and S.G. Louie, ,
Phys. Rev. Lett. 77, 247-250 (1996).

e T. Kluner, H.-J. Freund, ]J. Freitag and V. Staemmler, "Laser-induced desorption of
NO from NiO(100): Ab initio calculations of potential surfaces for intermediate
excited states". J. Chem. Phys. 104, 10030 (1996).

e P Tognini, L.C. Andreani, M. Geddo, A. Stella, P.Cheyssac, R. Kofman, A. Migliori,
Phys. Rev. B 53, 6992 (1996).

e C.E.Bottani, C. Mantini, P.Milani, M.Manfrdini, A. Stella, P.Tognini, P. Cheyssac,
R.Kofman, Appl. Phys. Lett. 69 (1996).

e "Six-dimensional quantum dynamics of adsorption and desorption of Hy at

Pd(100): Steering and steric effects", A. Gross, S. Wilke and M. Scheffler, Phys.
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Rev. Lett. 75, 2718 (1996).

e F Aryasetiawan and O. Gunnarsson, 3d semicore states in ZnSe, GaAs, and Ge,
Phys. Rev. B 55, 2725 (1997)

e Holm and F. Aryasetiawan, Self-consistent cumulant expansion for the electron
gas, Phys. Rev. B 56, 12825 (1997)

e F. Aryasetiawan, GW method for 3d and 4f systems, Physica B 237-238, 321
(1997)

e V. I. Anisimov, F Aryasetiawan, and A. I. Lichtenstein, First-principles calculations
of the electronic structure and spectra of strongly correlated systems: the
LDA+U method, ]. Phys: Cond. Matt 9, 767 (1997)

e M. Hindgren and C.-O. Almbladh, Improved local field corrections to the GOWO
approximation in jellium: Importance of consistency relations, Phys. Rev. B 56,
12832, (1997)

e F. Bechstedt, K. Tenelsen, B. Adolph, R. Del Sole, Phys. Rev. Lett. 78, 1528
(1997), "Compensation of dynamical quasiparticle and vertex corrections in
optical spectra of semiconductors"

e C. Beitia, W. Preyss, R. Del Sole and Y. Borensztein, "Adsorption kinetics of H on
Si(111)7x7 by means of surface differential reflectivity", Phys. Rev. B 56, R4371
(1997).

¢ [L.Reining, G.Onida and R.W. Godby, "Elimination of unoccupied state summations
in ab initio self-energy calculations for large supercells”, Phys. Rev. B Rapid
Communications, 56, R4301 (1997).

e F Moresco, M. Rocca, V. Zielasek, T. Hildebrandt, M. Henzler, "ELS-LEED study
of electronic excitations on Ag(110) and Ag(111)", Surface Science 388, 24
(1997).

e "Ab initio calculation of the quasiparticle spectrum and excitonic effects in LipO",
S. Albrecht, G. Onida, and L. Reining, Phys. Rev. B 55, 10278 (1997).

¢ "Elimination of unoccupied state summations in ab initio self-energy calculations
for large supercells”, L. Reining, G. Onida and R.W. Godby, Phys. Rev. B (Rapid
Communications) 56 R4301 (1997).

e "The long-wavelength behaviour of the exchange-correlation kernel in the
Kohn-Sham theory of periodic systems", Ph. Ghosez, X. Gonze and R.W. Godby,
Phys. Rev. B 56 12811-12817 (1997).

e "Supercell technique for total-energy calculations of finite charged and polar
systems", M.R. Jarvis, [.D. White, R.W. Godby and M.C. Payne, Phys. Rev. B 56
14972-8 (1997).

e "Violation of particle number conservation in the GW approximation", A.
Schindlmayr, Phys. Rev. B 56 3528 (1997).

e "Density-functional theory of polar insulators”, X. Gonze, Ph. Ghosez and R.W.
Godby, Phys. Rev. Lett. 78, 294 (1997).

e "Polarization-Dependence of the Exchange Energy", X. Gonze, Ph. Ghosez and
R.W. Godby, Phys. Rev. Lett. 78 2029 (1997).

e "Core Polarization in the Optical Response of Metal Clusters: Generalized
Time-Dependent Density", L1. Serra and A. Rubio, Phys. Rev. Lett. 78, 1428-1431
(1997).

e "Theoretical Models for the Optical Properties of Clusters and Nanostructures ",
A. Rubio, J.A. Alonso, X. Blase and S.G. Louie International Journal of Modern
Physics B 11, 2727-2776 (1997).
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e O.Pulci, G.Onida, R. Del Sole, and A. I. Shkrebtii, "Ab initio calculation of the
reflectance anisotropy of GaAs(110)" Phys. Rev. B 58, 1922 (1998)

e K. Stahrenberg, T. Herrmann, N. Esser, ]J. Sahm, W. Richter, S. V. Hoffmann and
Ph. Hofmann, "Surface-state contribution to the optical anisotropy of Ag(110)
surfaces: A reflectance-anisotropy spectroscopy and photoemission study", Phys.
Rev. B Rapid Comm 58, R10207 (1998)

e M Springer and F. Aryasetiawan, Frequency-dependent screened interaction in
Ni within the random-phase pproximation, Phys. Rev. B 57, 4364 (1998)

e Holm and U. von Barth, Fully self-consistent GW self-energy of the electron gas,
Phys. Rev. B 57, 2108 (1998)

e van Leeuwen,Causality and symmetry in time-dependent density-functional
theory, Phys. Rev. Lett. 80, 1280 (1998)

e Adolph, E Bechstedt, Phys. Rev. B 57, 6519 (1998), "Ab initio second-harmonic
susceptibilities of semiconductors: Generalized tetrahedron method and
quaisparticle effects"

e U. Grossner, J. Furthmiller, F. Bechstedt, Phys. Rev. B 58, R1722 (1998), "Bond
roation versus bond-contraction relaxation of (110) surfaces of group-III nitrides"

e U. Starke, J. Schardt, J. Bernhardt, M. Franke, K. Reuter, H. Wedler, K. Heinz, ]J.
Furthmiller, P. Kackell, and F. Bechstedt, Phys. Rev. Lett. 80, 758-761 (1998),
"Novel reconstruction mechanism for dangling-bond minimization: Combined
method surface structure determination of SiC(111)-(3x3)"

e G. Onida, R. Del Sole, M. Palummo, O. Pulci, and L. Reining, "Ab initio Calulation
of the Optical Properties of Surfaces"”, Phys. Stat. Solidi (a) 170, 365 (1998).

e O.Pulci, G.Onida, R. Del Sole, and L. Reining, "Ab initio Calculation of Self-Energy
effects on Optical Properties of GaAs(110)", Phys. Rev. Lett. 81, 5374 (1998).

e F. Arciprete, F. Patella, A. Balzarotti, M. Fanfoni, N. Motta, A. Sgarlata, A.Boselli,
G. Onida, A.I. Shkrebtii, and R. Del Sole, "Electronic structure of the
GaAs(001)2x4 and GaAs(110) surfaces studied by high-resolution electron-
energy-loss spectroscopy”, Phys. Rev. B 58, 10139 (1998).

e S. Albrecht, L. Reining, R. Del Sole and G.Onida, "Ab initio Calculation of
Excitonic Effects in the Optical Spectra of Semiconductors", Phys. Rev. Lett. 80,
4510 (1998).

e F. Moresco, M. Rocca, T. Hildebrandt, V. Zielasek and M. Henzler, "Influence of
surface interband transitions on surface plasmon dispersion: K/Ag(110)", Europh.
Lett.43, 433 (1998).

e L. Reining, G. Onida, S. Albrecht, "First Principles Calculation of Electronic
Spectra in Clusters", Comp. Mat. Sci. 10, 444 (1998).

e M. Corradini, R. Del Sole,G. Onida, M. Palummo, Analytical expressions for the
local-field factor G(q) and the exchange-correlation kernel Kx¢(r) of the
homogeneous electron gas", Phys. Rev. B 57, 14569 (1998).

e Mendoza, A. Gaggiotti, R. Del Sole, "Theory of SHG at Si(100)", Phys. Rev. Lett.
81, 3781 (1998).

e J. R. Power, P. Weightmann, S. Bose, A. I. Shkrebtii, R. Del Sole, "The sensitivity of
reflectance anisotropy spectroscopy to the orientation of Ge dimers on vicinal
Si(100)", Phys. Rev. Lett. 80, 3133 (1998).

e Shkrebtii, N. Esser, W. Richter, W. G. Schmidt, F. Bechstedt, A. Kley, R. Del Sole,
"Reflectance anisotropy of GaAs(100): Theory and experiment", Phys. Rev. Lett.
81, 721 (1998).
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e "Systematic vertex corrections through iterative solution of Hedin’s equations
beyond the GW approximation"”, A. Schindlmayr and R.W. Godby, Phys. Rev. Lett.
80 1702 (1998).

e "Dynamic image potential at an Al(111) surface", I.D. White, R.W. Godby, M.M.
Rieger and R.]. Needs, Phys. Rev. Lett. 80 4265-8 (1998).

e "The charge density of semiconductors in the GW approximation", Martin M.
Rieger and R.W. Godby, Phys. Rev. B 58 1343 (1998).

e "Spectra and total energies from self-consistent many-body perturbation theory",
Arno Schindlmayr, Thomas J. Pollehn and R.W. Godby, Phys. Rev. B 58 12684-90
(1998).

e "Density-relaxation part of the self energy"”, R.W. Godby and 1I.D. White, Phys. Rev.
Lett. 80 3161 (1998).

e "Elastic properties of C and BxCyN, composite nanotubes”, E. Hernandez, C.
Goze, P. Bernier and A. Rubio, Phys. Rev. Lett. 80, 4502-4505 (1998).

e "Ab initio quantum and molecular dynamics of the dissociative adsorption of
hydrogen on Pd(100)", A. Gross and M. Scheffler, Phys. Rev. B 57, 2493 (1998).

e "Ab initio calculation of the potential energy surface for the dissociation of Hy on
the sulfur-covered Pd(100) surface", C. M. Wei, A. Gross and M. Scheffler, Phys.
Rev. B 57, 15572 (1998).

¢ "Influence of surface stress on the equilibrium shape of strained quantum dots",
N. Moll, M. Scheffler and E. Pehlke, Phys. Rev. B 58, 4566 (1998).

e T. Kluner, H.-J. Freund, V. Staemmler and R. Kosloff, "Theoretical investigation of
laser-induced desorption of small molecules from oxide surfaces: a first-principles
study", Phys. Rev. Lett. 80, 5208 (1998).

e L. Hedin and J. Michiels, and ]J. Inglesfield, Transition from the adiabatic to the
sudden limit in core-electron photoemission. Phys. Rev. B 58, 15565 (1998).

¢ "Images of electronic states in a finite carbon nanotube: a one-dimensional box
",A. Rubio, D. Sanchez-Portal, E. Artacho, P. Ordejon, J.M.Soler Phys. Rev. Lett.
82, 3520-3523 (1999)

e W.G. Schmidt, E.L. Briggs, J. Bernholc, F. Bechstedt, Phys. Rev. B 59, 2234
(1999), "Structural fingerprints in the reflectance anisotropy spectra of
InP(001)2x4 surfaces"

e Zywietz, J. Furthmiller, F. Bechstedt, Phys. Rev. B 59, no. 23, (1999), "Vacancies
in SiC: Influence of Jahn-Teller distortions, spin effects and crystal structure"

e M. Palummo, G. Onida, R. Del Sole, M. Corradini, L. Reining, "Study of a Nonlocal
Density scheme for electronic-structure calculations", submitted for publication
(1999).

e "The GW space-time method for the self-energy of large systems", Martin M.
Rieger, L. Steinbeck, I.D. White, H.N. Rojas and R.W. Godby, Computer Physics
Communications 117 211-228 (1999).

e "Ab initio based tight-binding Hamiltonian for the dissociation of molecules at
surfaces", A. Gross, M. Scheffler, M.]. Mehl and D.A. Papaconstantopoulos, Phys.
Rev. Lett. 82, 1209 (1999).

e C-O Almbladh, U. von Barth, and R. van Leeuwen, Variational total energies in
and -derivable theories, in proceedings of the 9th International Conference on
Recent Progress in Many-Body Theories, World Scientific 1999.

e Lucia Reining, Olivia Pulci, Maurizia Palummo, Giovanni Onida, "First-principles
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calculations of electronic excitations in clusters", submitted.

e "Enhancements to the GW space-time self-energy method", L. Steinbeck, A.
Rubio, L. Reining, M. Torrent, I.D. White and R.W. Godby, submitted to Computer
Physics Communications.

e "Semicore effects in the electronic structure of GaN", L. Steinbeck, A. Rubio, L.
Reining and R.W. Godby, in preparation.

e O. Pulci, F. Bechstedt, G. Onida, R. Del Sole, L. Reining, Phys. Rev. B 60, 16758
(1999), "State mixing for quasiparticles at surfaces: Non-perturbative GW
approximation"

e J. D. Lee, L. Hedin, and O. Gunnarsson, The transition from the adiabatic to the
sudden limit in core electron photoemission: A model study of a localized system,
submitted to Phys. Rev. B.

e C.-O. Almbladh and M. Hindgren, Variational energy calculations: Application to
the electron gas, submitted to Phys. Rev. B.

e C.-O. Almbladh and M. Hindgren, Local self-energy approximations for
spin-polarized systems, submitted to Phys. Rev. B

e C.-O. Almbladh and M. Hindgren, Vertex corrections beyond the GW
approximation in polaron models, to be published

e U. von Barth, C.-O. Almbladh, and P. S. Svendsen, Second-Order Perturbation
Theory as Applied to Impurities in the Electron Gas, to be published

e C.-O. Almbladh, U. von Barth, and R. van Leeuwen, New variational approach to
total energies and response functions, to be published

Joint NANOPHASE publications 1.6.00-5.3.03 added 5.3.03

e J101. “GaAs(001): Surface structure and optical properties”, W.G. Schmidt [Jena],
F. Bechstedt [Jena] G. Onida [Milan] phys. stat. sol. (a) 188, 1401 (2001) (9

pages).

e ]103. “Theory of modeling the optical properties of surfaces”, G. Onida [Milan],
W.G. Schmidt [Jena], O. Pulci [Rome], M. Palummo [Rome], A. Marini [Rome;
now NANOPHASE-funded Young Researcher in San Sebastian], C. Hogan
[Rome: NANOPHASE-funded Young Researcher], R. Del Sole [Rome], phys.
stat. sol. (a) 188, 1233 (2001) (10 pages).

e M1. "The GaAs(100) surface: A new perspective from Energy Loss Spectra", A.
Balzarotti, M. Fanfoni, F. Patella , F. Arciprete, E. Placidi, G. Onida [Milan], R. Del
Sole [Rome], Surface Science Vol. 524 L71 (2003).

e M2 "Image resonance in the many-body density of states at a metal surface", G.
Fratesi [Milan], G.P. Brivio [Milan], P. Rinke [York] and R.W. Godby [York],
submitted (2003).

e P1. “Electronic Excitations: Density-Functional versus Many-body Green's
Functions Approaches”, G. Onida [Milan], L. Reining [Paris], and A. Rubio [San
Sebastidn], Reviews of Modern Physics 74 601 (2002) (59 pages)

e P12. “Ab initio pseudopotential calculation of the equilibrium structure of tin
monoxide” M. Meyer [Paris], G. Onida [Milan], M. Palummo [Rome], and L.
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Reining [Paris], Phys. Rev. B 64, 045119 (2001).

e P15. "Long-range contribution to the exchange-correlation kernel of
time-dependent density functional theory", Silvana Botti [Paris], Francesco
Sottile [Paris], Nathalie Vast [Paris], Valerio Olevano [Paris], Lucia Reining
[Paris], Angel Rubio [San Sebastian, Paris], Giovanni Onida [Milan], Rodolfo Del
Sole [Rome] and R.W. Godby [York], submitted. (16 pages)

e P16. "Optical and loss spectra of carbon nanotubes: depolarization effects and
intertube interactions", A.G. Marinopoulos [Paris: NANOPHASE-funded Young
Researcher], L. Reining [Paris], A. Rubio [San Sebastidn, Paris], and N. Vast
[Paris], submitted. (4 pages)

e P2. “Excitonic effects in solids described by time-dependent density functional
theory”, L. Reining [Paris], V. Olevano [Paris], A. Rubio [San Sebastian] and G.
Onida [Milan], Phys. Rev. Lett. 88, 066404 (2002); cond-mat/0109434. (4 pages)

e P3. “Anisotropy and interplane interactions in the dielectric response of
graphite”, A.G. Marinopoulos [Paris: NANOPHASE-funded Young
Researcher], L. Reining [Paris], V. Olevano [Paris], A. Rubio [San Sebastian], T.
Pichler, X. Liu, M. Knupfer and J. Fink, Phys. Rev. Lett. 89, 076402 (2002). (4

pages)

e P4 “Excitonic Effects on the Silicon Plasmon Resonance”, V. Olevano [Rome,
Paris] and L. Reining [Paris], Phys. Rev. Lett. 86, 5962 (2001). (4 pages)

e P5. “Long range behavior and frequency dependence of exchange-correlation
kernels for response functions in solids”, R. Del Sole and G. Adragna [Rome],
and V. Olevano and L. Reining [Paris], Phys. Rev. B 67, 045207 (2003). (5 pages)

e P6. “Can optical spectroscopy directly elucidate the ground state of Cpg?”, A.

Castro, M.A.L. Marques [San Sebastian: NANOPHASE-funded Young
Researcher], J.A Alonso, G.F. Bertsch, K. Yabana and A. Rubio [San Sebastian,
Paris], Journal of Chemical Physics 116, 1930-1934 (2002)

e P7. “Many-body effects on one-electron energies and wavefunctions in low
dimensional systems”, O. Pulci [Rome], L. Reining [Paris], G. Onida [Milan], R.
Del Sole [Rome], and F. Bechstedt [Jena], Comp. Mat. Science 20, 300 (2001).

e P8. “Do we understand the structure of the Ga-rich surface of GaAs(001)?
Experimental and theoretical approaches”, D. Paget, O. Pulci [Rome], M.
Sauvage, Y. Garreau, L. Reining [Paris], P. Chiaradia, F. Bechstedt [Jena], and R.
Pinchaux, Surf. Sci. Lett. 9, 1497 (2002).

e P9. “Many-Body Effects on the Electronic and Optical Properties of Bulk GaP”, O.
Pulci [Rome], M. Palummo [Rome], V. Olevano [Paris], G. Onida [Milan], L.
Reining [Paris] and R. Del Sole [Rome], Phys. Stat. Sol. (a) 188, 1261 (2001).

e R12. “Structural and optical properties of the Ge(111)-(2x1) surface”, M.
Rohlfing, M. Palummo [Rome], G. Onida [Milan], R. Del Sole [Rome], Phys. Rew.
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Lett. 85, 5440 (2000).

e R13. “Plane-waves DFT-LDA calculation of the electronic structure and
absorption spectrum of Copper”, A. Marini [Rome; now NANOPHASE-funded
Young Researcher in San Sebastian], G. Onida [Milan] and R. Del Sole
[Rome], Phys. Rev. B 64, 195125 (2001)

e R14. “Quasiparticle Electronic structure of Copper in the GW approximation”, A.
Marini [Rome; now NANOPHASE-funded Young Researcher in San
Sebastian], G. Onida [Milan] and R. Del Sole [Rome], Phys. Rev. Lett. 88, 016403
(2002)

e R16. “First-principles calculation of the plasmon resonance and of the
reflectance spectrum of Silver in the GW approximation”, A. Marini [Rome;
now NANOPHASE-funded Young Researcher in San Sebastian], R. Del Sole
[Rome], G. Onida [Milan], Phys. Rev. B 66, 115101 (2002).

e R17. “Calculation of surface Second Harmonic Generation vs. experiment:
Si(111)1x1 H as a test case”, ]JJ. E. Meija, B. S. Mendoza, M. Palummo [Rome], G.
Onida [Milan], R. Del Sole [Rome], S. Bergfeld, W. Daum, Phys. Rev. B 66, 195329
(2002)

e R20. “Ab-initio calculation of the optical properties of BN(110)”, G. Cappellini, G.
Satta, M. Palummo [Rome], G. Onida [Milan], Phys. Rev. B 66, 115 412 (2002)

e R21. “Optical properties of Ge quantum dots”, M. Palummo [Rome], G. Onida
[Milan], R. Del Sole [Rome], A. Stella, P. Tognini, P. Cheyssac [Rome], Phys. St.
Sol. (b) 224, 247 (2001)

e R224. "Finite Temperature "ab-initio" simulation of solids: Ground-state
properties and electronic spectra from Car-Parrinello molecular Dynamics", by C.
Hogan [Rome: NANOPHASE-funded Young Researcher], G. Onida[Milan],
and R. Del Sole[Rome], in "Radiation-Matter Interaction in Confined Systems",
ed. by L.C. Andreani, G. Benedek, E. Molinari, Pages 57-72, S.I.E., Bologna, Italy,
2002.

e R225 "Optical properties of real surfaces from microscopic calculations of the
dielectric function of finite atomic slabs" C. Hogan [Rome: NANOPHASE-funded
Young Researcher], R. Del Sole [Rome], G. Onida [Milan], Phys. Rev. B submitted
(2003)

e R226 "Dynamical excitons in metals and semiconductors” A. Marini [Rome:
now NANOPHASE-funded Young Researcher in San Sebastian],R. Del Sole
[Rome] submitted (2003)

e R227 "All-electron versus pseudopotential calculation of optical properties: The
case of GaAs", P. Monachesi [Rome], A. Marini [Rome: now NANOPHASE-
funded Young Researcher in San Sebastian], G. Onida[Milan], M. Palummo
[Rome], and R. Del Sole [Rome], phys. stat. sol. A 184 101 (2001).
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e R23. “Ab-initio calculation of second harmonic generation at the Si(100)
surface”, B. Mendoza [Rome], M. Palummo [Rome], G. Onida [Milan] and R. Del
Sole [Rome], Phys. Rev. B 63, 205406 (2001).

e R6. “Quasiparticle bandstructure effects on the lifetimes of d holes in copper
within the GW approximation”, A. Marini [Rome; now NANOPHASE-funded
Young Researcher in San Sebastian], R. Del Sole [Rome], A. Rubio [San
Sebastidn] and G. Onida [Milan], Phys. Rev. B 66, 161104R (2002)

e S999 Time-dependent Density-functional approach for biological photoreceptors:
the case of the Green Fluorescent Protein, M.A.L. Marques [Berlin-FU], X. Lopez
[San Sebastian], D. Varsano [San Sebastidn], A. Castro [San Sebastidn], and A.
Rubio [San Sebastian] (submitted).

e Y57. “Diagrammatic self-energy approximations and the total particle number”,
Arno Schindlmayr [Berlin], P. Garcia-Gonzdalez [San Sebastidn] and R.W. Godby
[York], Phys. Rev. B 64 235106 (2001) (6 pages). <http://publish.aps.org/abstract
/PRB/v64/ e€235106>

e Y58. “Many-body GW calculations of ground-state properties: quasi-2D electron
systems and van der Waals forces”, P. Garcia-Gonzalez [San Sebastian] and R.W.
Godby [York], Phys. Rev. Lett. 88 056406 (2002) (4 pages). <http://link.aps.org
/abstract/PRL/v88/e056406>

Other NANOPHASE publications 1.6.00-5.3.03 added 5.3.03

e B1. “Exchange-correlation kernels for excited states in solids”, K. Tatarczyk, A.
Schindlmayr, and M. Scheffler [Berlin], Physical Review B 63 235106 (2001) (7
pages) (http://link.aps.org/abstract/PRB/v63/e235106).

e B101 “Reaction-limited island nucleation in molecular beam epitaxy of compound
semiconductors”, P. Kratzer and M. Scheffler [Berlin], Phys. Rev. Lett. 88, 036102
(2002).

e B102 “Quantum Monte Carlo calculations of H2 dissociation on Si(001)“, C.
Filippi, S. B. Healy, P. Kratzer, E. Pehlke, and M. Scheffler [Berlin], Phys. Rewv.
Lett. 89, 166102 (2002).

e B103 “First-principles atomistic thermodynamics for oxidation catalysis: Surface
phase diagrams and catalytically interesting regions”, K. Reuter and M. Scheffler
[Berlin], Phys. Rev. Lett. 90, 046103 (2003).

e B104 “Quasiparticle calculations for point defects on semiconductor surfaces”,
M. Hedstrom, A. Schindlmayr, and M. Scheffler, phys. stat. sol. (b) 234, 346
(2002).

e B105 “Density-functional theory calculations for poly-atomic systems: electronic
structure, static and elastic properties and ab initio molecular dynamics”, M.
Bockstedte, A. Kley, J. Neugebauer, and M. Scheffler [Berlin], Comput. Phys.
Commun. 107, 187 (1997).
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e B2. “Decay properties of the one-particle Green function in real space and
imaginary time”, A. Schindlmayr [Berlin], Physical Review B 62 12573 (2000) (4
pages) (http://link.aps.org/abstract/PRB/v62/p12573).

e B3. “The role of electronic correlation in the Si(100) reconstruction: a quantum
Monte Carlo study”, S. B. Healy, C. Filippi, P. Kratzer [Berlin], E. Penev [Berlin],
and M. Scheffler [Berlin], Physical Review Letters 87 016105 (2001) (4 pages)
(http://link.aps.org/abstract/PRL/v87/e016105).

e B4. “Quantum Monte Carlo calculations of Hy dissociation on Si(001)”, C. Filippi,

S. B. Healy, P. Kratzer [Berlin], E. Pehlke, and M. Scheffler [Berlin], submitted (4
pages) (http://www.arXiv.org/abs/cond-mat/0205095).

e J1. H.-C. Weissker [Jenal], J. Furthmiiller [Jena], F. Bechstedt [Jenal], phys. stat. sol.
(b) 224, 769 (2001), “First-principles calculation of optical properties:
Application to embedded Ge and Si dots”

e |10. PH. Hahn [Jena], W.G. Schmidt [Jena], F. Bechstedt [Jena], Phys. Rev. Lett.
88, 016402 (2002), “Bulk excitonic effects in surface optical spectra”

e J11. “GaAs(001) surface reconstructions: Geometries, chemical bonding and
optical properties”, W.G. Schmidt [Jena], F. Bechstedt [Jena], J. Bernholc, Appl.
Surf. Sci. 190, 264 (2002),

e J2. H.-C. Weissker [Jena], J. Furthmuller [Jena], F. Bechstedt [Jena], Phys. Rev. B
65, 165327 (2002), “Optical properties of Ge and Si nanocrystallites from ab
initio calculations. I. Embedded nanocrystallites”

e J201. "Excitation energies and radiative lifetimes of GeSi nanocrystals: Alloying
versus confinement effects", H.C. Weissker [Jena], J. Furthmiller [Jena], F.
Bechstedt [Jena], Phys. Rev. Lett. 90, 085501 (2003)

e ]202. "Properties of interfaces between cubic and hexagonal polytypes of silicon
carbide", C. Raffy [Jena: NANOPHASE-funded Young Researcher], J. Furthmuller
[Jena], F. Bechstedt [Jena], J. Phys.: Condens. Matter 14, 12725 (2002)

e ]203. "Efficient O(N"2) method to solve the Bethe-Salpeter equation", W.G.
Schmidt [Jena], S. Glutsch [Jena], P. Hahn [Jena], F. Bechstedt [Jena], Phys. Rev. B
67, 085307 (2003)

e ]204. "The InP(001)(2x1) surface: A hydrogen-stabilized structure", PH. Hahn
[Jena], W.G. Schmidt [Jena], F. Bechstedt [Jena], N. Esser, P. Vogt, A. Wange, W.
Richter, Phys. Rev. Lett. (accepted)

e |3. H.-C. Weissker [Jena], J. Furthmuller [Jena], F. Bechstedt [Jena], Phys. Rev. B
65, 155328 (2002), “Optical properties of Ge and Si nanocrystallites from ab
initio calculations. II. Hydrogenated nanocrystallites”

e J4. “Properties of hexagonal polytypes of group-IV elements from first-principles
calculations”, C. Raffy [Jena: NANOPHASE-funded Young Researcher], ].
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Furthmauller [Jena], F. Bechstedt [Jena], Phys. Rev. B 66, 075201 (2002),

e |5. “GW self-energy calculations for systems with huge supercells”, J. Furthmuller
[Jena], G. Cappellini, H.-C. Weissker [Jena], F. Bechstedt [Jena], Phys. Rev. B 66,
045110 (2002)

e J7. F. Bechstedt [Jena], A. Stekolnikov, J. Furthmtuller [Jena], P. Kackell [Jena],
Phys. Rev. Lett. 87, 016103 (2001), “Origin of the different reconstructions of
diamond, Si and Ge(111) surfaces”.

e ]8. F. Bechstedt [Jena], W.G. Schmidt [Jena], P. Hahn [Jena], phys. stat. sol. (a)
188, 1383 (2001), “Towards a complete many-body description: Optical response
of real surface”

e 9. A A. Stekolnikov, J. Furthmiiller, F. Bechstedt [Jena], Phys. Rev. B 65, 115318
(2002), “Absolute surface energies of group-IV semiconductors: Dependence on
orientation and reconstruction”

e [L1. N.E. Dahlen [Lund] and U. von Barth [Lund], "Variational energy functionals
tested on atoms", submitted to Phys. Rev. A.

e [L10. N. E. Dahlen [Lund] and U. von Barth [Lund], Variational MP2 theory,
submitted to the J. Chem. Phys.

e LL11. N.E. Dahlen [Lund], Effect of electron correlation on the two-particle
dynamics of a helium atom in a strong laser pulse, Int. ]J. Mod. Phys. B 16, 415
(2002).

e [.L12. N.E. Dahlen [Lund] and R. van Leeuwen, Double ionization of a two-electron
system in the time-dependent extended Hartree-Fock approximation, Phys. Rev. A
64, 023405 (2001).

e [L13. J.P. Perdew, S. Kurth [Lund], M. Seidl, Exploring the Adiabatic Connection
between Weak and Strong-Interaction Limits in Density Functional Theory, Int. ].
Mod. Phys. B 15, 1672 (2001).

e [.14 ].B. Krieger, J. Chen, S. Kurth [Lund], Construction and Application of an
Accurate Self-Interaction-Corrected Correlation Energy Functional Based on an
Electron Gas with a Gap, Proceedings of the International Conference "Density
Functional Theory and its Applications to Materials, (Plenum, New York, 2002).

e [.2. S. Kurth [Lund] and U. von Barth [Lund], The linear density response function
of theelectron gas within the time-dependent exchange-only approximation,
submitted to the Phys. Rev. B.

e [.3. Barbara Tobiyaszewska [Lund: NANOPHASE-funded Young Researcher],
Carl-Olof Almbladh [Lund], and Ulf von Barth [Lund], Non-linear I-V
characteristics of tight-binding wires (preprint).

e [4. M. Birgersson, C.-O. Almbladh [Lund], M. Borg, and J. N. Andersen [Lund],
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Density-functional theory applied to Rh(111) and CO/Rh(111) systems:
geometries, energies and chemical shifts, Phys. Rev. B 67, 045402 (2003).

e [.5. M. Birgersson, C.-O. Almbladh [Lund], M. Borg, and J. N. Andersen [Lund],
Density-functional theory applied to Rh(111) and CO/Rh(111) systems: Molecular
vibrations, submitted to Phys. Rev. B.

e [.6. M. Borg, M. Birgersson, M. Smedh, A. Mikkelsen [Lund: NANOPHASE-
funded Young Researcher], D. L. Adams, R. Nyholm, C.-O. Almbladh [Lund],
and J. N. Andersen [Lund], Experimental and theoretical core-level shifts of
aluminum (100) and (111), submitted to Phys. Rev. B.

e 7. M. Birgersson [Lund] and C.-O. Almbladh [Lund], Effects of core-level
degeneracies and crystal fields on core-level spectra, submitted to Phys. Rev. B.

e [.8. M. Borg, A. Mikkelsen [Lund: NANOPHASE-funded Young Researcher],
M. Birgersson, M. Smedh, E. Lundgren, D. L. Adams, C.-O. Almbladh, and J. N.
Andersen [Lund], Structure and formation of the Al(100) -O5xO5 Na phase: A
LEED, DFT and HRCLS study, Surf. Sci. 515/2-3, 267 (2002).

e .9 C.-O. Almbladh [Lund], U. von Barth [Lund], and R. van Leeuwen, Variational
total energies from Phi- and Psi-derivable theories, Int. J. Modern Phys. 13, 535
(1999).

e M3. "Origin of the broadening of surface optical transitions of As-rich and Ga-rich
GaAs(100)", D. Paget, O. E. Tereschenko, A. B. Gordeeva, V. L. Berkovits, G.Onida
[Milan], Surface Science, 2003, accepted for publication (in press).

e P13. "Local field effects in the energy loss spectra of rutile TiO2", N. Vast [Paris],
L. Reining [Paris], V. Olevano [Paris], P. Schattschneider, and B. Jouffrey, Phys.
Rev. Lett. 88, 037601 (2002). (4 pages)

e P14. “Ab initio calculation of the dielectric tensor of GaAs/AlAs superlattices” S.
Botti [Paris], N. Vast [Paris], L. Reining [Paris], V. Olevano [Paris], and L.C.
Andreani, submitted. Phys. Rev. Lett. 89, 216803 (2002). (4 pages)

e P17. "Parameter-free exchange-correlation kernels and response functions in the
framework of time-dependent density-functional theory", F. Sottile {Paris], V.
Olevano [Paris] and L. Reining [Paris], submitted (4 pages).

e R18. “A susceptibility model for the homogeneous electron gas”, M. Corradini
and R. Del Sole [Rome], Phys. Rev. B 66 193101 (2002)

e R22. “Reflectance anisotropy spectra of Cu and Ag (110) surfaces from ab-initio
theory”, PMonachesi, M. Palummo, R. Del Sole et al., Phys. Rev. B 64, 115421
(2001).

e R228 "Surface and bulk origin of the optical anisotropy of As-rich GaAs(001) and
Ga1.xInxAs(001)" D. Paget, C. Hogan [Rome: NANOPHASE-funded Young

Researcherl], V. L. Berkovits, O. E. Tereshchenko, submitted (2003)
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e R229 "The Sb-induced (1 x 1) reconstruction on Si(001)", J. Power, O.
Pulci[Rome], A. I. Shkrebtii, S. Galata, A. Astropekakis, K. Hinrichs, N. Esser, R.
Del Sole[Rome], W. Richter, Phys. Rev. B (accepted)

e R230 "GW calculations on surfaces: an application to the study of clean and
Sb-covered Si(001)", O. Pulci [Rome], J. Power, A. I. Shkrebtii, W. Richter, R. Del
Sole [Rome], submitted

e R231 "Ab-initio investigation of the Adsorption of Organic Molecules at Si(111)
and Si(100) surfaces", R. Di Felice, C.A. Pignedoli, C.M. Bertoni, A. Catellani, PL
Silvestrelli, C. Sbraccia, F. Ancilotto, M. Palummo[Rome], O. Pulci[Romel],
Surf.Science (accepted)

e R232 "Calculation of optical properties within the Local Density Approximation to
Density Functional Theory : application to Palladium" P. Monachesi [Rome],R.
Capelli and R. Del Sole [Rome], The European Physical Journal B, 26, 159,
(2002)

e R233 "Ab initio calculation of Electron Energy Loss spectra of clean and 1ML
Fe-covered Ni(111)" R. Capelli, P Monachesi [Rome], R. Del Sole [Rome] and G.C.
Gazzadi, Eur. Phys. ] B 30, 117 (2002)

e R234 "Ab initio calculation of depth resolved optical abisotropy of the Cu (100)
surface" P. Monachesi [Rome], M. Palummo [Rome], R. Del Sole [Rome], A.
Grechnev, O. Eriksson, submitted

e R299 "Ab-initio calculation of the exchange-correlation kernel in solids", G.
Adragna, R. Del Sole [Rome], A. Marini [San Sebastian], submitted (2003)

e S1. “Prediction of Dispersion Forces: Is there a Problem?”, ]J.F. Dobson, K.
McLennan, A. Rubio [San Sebastian], J. Wang, T. Gould [subsequently moved to
York], H.M. Le and B.P. Dinte, Australian Journal of Chemistry (in press 2002)

e S2. Excitation energies from time-dependent density-functional formalism for
small systems, F. Aryasetiawan, O. Gunnarsson and A. Rubio [San Sebastian],
Europhysics Letters 57, 683-689 (2002)

e S20. “Octopus: a first-principles tool for excited electron-ion dynamics”, M.L.A.
Marques [San Sebastian: NANOPHASE-funded Young Researcher], A. Castro
[San Sebastian], G.F. Bertsch [San Sebastian], A. Rubio [San Sebastian],
Computer Physics Communications 151/1, 60 (2003); http://www.tddft.org.

e S201 Theory of Inelastic Lifetimes of Low-Energy Electrons in Metals, P M.
Echenique [S. Sebastian], J. M. Pitarke [S. Sebastian], E.V. Chulkov [S.
Sebastian], and A. Rubio [S. Sebastian], Chem. Phys. 251, 1 (2000). (Review
article)

e 5202 Dimensionality effects in the lifetime of surface states, J. Kliewer, R. Berndt,
E.V. Chulkov [S. Sebastian], V.M. Silkin [S. Sebastian], PM. Echenique [S.
Sebastian], and S. Crampin, Science 288, 1399 (2000).
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e 5203 Role of surface plasmons in the decay of image potential states on silver
surfaces, A. Garcia-Lekue, J.M. Pitarke [S. Sebastian], E.V. Chulkov [S. Sebastian],
A. Liebsch and P.M. Echenique [S. Sebastian], Phys. Rev. Lett. 89, 096401 (2002).

e 5204 Assessment of exchange-correlation functionals for the calculation of
dynamical properties of small clusters in TDDFT, M.A.L. Marques [S. Sebastian,
NANOPHASE-funded Young Researcher], A. Castro [S. Sebastian], and A. Rubio
[S. Sebastian], J. Chem. Phys. 115, 3006 (2001).

e S206. "Solution of Poisson's Equation for Finite Systems Using Plane Wave
Methods", A. Castro [S. Sebastian], A. Rubio [S. Sebastian] and M.]. Stott,
submitted

e S207. "High pressure phases of group IV, III--V, and II--VI compounds", A. Mujica,
A. Rubio [S. Sebastian], A. Munoz and R. ]J. Needs, to appear in Reviews of
Modern Physics (2003)

e S209. "Pressure and Temperature Dependence of the Raman Phonons in Isotopic
g-Cul", J. Serrano, M. Cardona, T.M. Ritter, B.A. Weinstein, A. Rubio [S.
Sebastian], and C.T. Lin, Physical Review B 66, 245202-1,12 (2002)

e 5210. "Patching and Tearing Single-Wall Carbon Nanotube Ropes into Multiwall
Carbon Nanotubes", M.]. Lopez, A. Rubio [S. Sebastian], J.A. Alonso, S. Lefrant, K.
Méténier and S. Bonnamy, Physical Review Letters 89, 255501-1,4 (2002)

e S211. "Infrared and Raman Spectroscopy of Single-Walled BN-nanotubes", R.
Arenal de la Concha, L. Wirtz, Y.-Y. Mevellec, S. Lefrant, A. Loiseau and A. Rubio
[S. Sebastian], submitted

e S212. "Excited states dynamics in time-dependent density functional theory:
high-field molecular dissociation and harmonic generation", A. Castro [S.
Sebastian], M.A.L. Marques [Berlin-FU], J.A Alonso, G.F. Bertsch, and A. Rubio [S.
Sebastian], submitted

e S3. Anomalous Quasiparticle Lifetime in Graphite: Band Structure Effects, C.D.
Spataru, M.A. Cazalilla, A. Rubio [San Sebastian], L.X. Benedict, PM. Echenique
and S.G. Louie, Physical Review Letters 87, 246405 (2001) (4 pages)

e S4. Lifetime of d-holes at Cu surfaces: Theory and experiment, A. Gerlach, K.
Berge, A. Goldmann, I. Campillo, A. Rubio [San Sebastian], J. M. Pitarke, P. M.
Echenique [San Sebastian], Physical Review B 64, 085423 (2001) (8 pages)

e S5. Surface-state Hole Decay Mechanisms at Be(0001), V.M. Silkin, T.
Balasubramanian, E.V. Chulkov [San Sebastian], A. Rubio [San Sebastian] and
P.M. Echenique [San Sebastidn], Physical Review B 64, 085334 (2001) (5

pages)

e Y201. "Maximume-entropy theory of steady-state quantum transport", P. Bokes
[York: NANOPHASE-funded Young Researcher] and R.W. Godby [York],
submitted. <http://arxiv.org/abs/cond-mat/0301485>
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e Y202. “Improved Algorithm for Geometry Optimisation Using Damped Molecular
Dynamics”, M.1.]J. Probert [York], submitted.

e Y203. “Improving the Convergence of Defect Calculations in Supercells - An Ab
Initio Study of the Neutral Silicon Vacancy”, M.1.]. Probert [York] and M.C. Payne,
accepted for publication in Phys. Rev. B

e Y205. “Comment on 'Checking the influence of numerically induced chaos in the
computational study of intramolecular dynamics using trajectory equivalence’,
M.L]J. Probert [York], Chem. Phys. Lett. 354 529-531 (2002)

e Y206. “Comment on ‘Algorithm for normal random numbers’”, M.1.J. Probert
[York], Phys. Rev. E 63 058701 (2001)

e Y54. “Self-consistent calculation of total energies of the electron gas using
many-body perturbation theory”, P. Garcia-Gonzalez [York] and R.W. Godby
[York], Phys. Rev. B 63 075112 (2001) (4 pages). <http://publish.aps.org/abstract/
PRB/v63/e075112>

e Y55. “Efficient total energy calculations from self-energy models”, Paula Sdnchez-
Friera [York] and R.W. Godby [York], Phys. Rev. Lett. 85 5611-5614 (2000).
<http://publish.aps.org/abstract/PRL/v85/p5611/>

e Y56. “GW self-energy calculations for surfaces and interfaces” (review in special
CCP3 issue), P. Garcia-Gonzdalez [York] and R.W. Godby [York], Computer Physics
Communications 137 108-122 (2001).

Joint NANOPHASE publications Year 3 (1.6.02-31.5.03) added 19.10.04

e P301 (N*) " Anisotropy and interplane interactions in the dielectric response of
graphiteinteractions in the dielectric response of graphite', A.G. Marinopoulos
[Paris: NANOPHASE-funded Young Researcher], L. Reining [Paris], V.
Olevano [Paris], A. Rubio [San Sebastian], T.Pichler, X. Liu, M. Knupfer, and J.
Fink, Phys. Rev. Lett. 89, 076402 (2002) (Task B4).

e P304 (N*) " Optical and loss spectra of carbon nanotubes: Depolarization effects
and intertube interactions', A.G. Marinopoulos [Paris: NANOPHASE-funded
young researcher], Lucia Reining [Paris], Angel Rubio [San Sebastian], Nathalie
Vast [Paris], accepted, Phys. Rev. Lett. (Task B4).

e R302 (N*) " ""Long-range behavior and frequency dependence of exchange-
correlation kernels in solids", R. Del Sole [Rome], G. Adragna [Rome], V. Olevano
[Paris], L. Reining [Paris], Phys. Rev. B 67, 045207 (2003) .

e RO06 (N*) " Quasiparticle bandstructure effects on the lifetimes of d holes in
copper within the GW approximation", A. Marini [Rome], R. Del Sole [Rome], A.
Rubio [San Sebastian] and G. Onida [Rome], Phys. Rev. B 66, 161104R (2002) .

e S217 (N*) " Optical absorption in small BN and C nanotubes', L. Wirtz [San
Sebastidn], V. Olevano [Paris] A.G. Marinopoulos [Paris], L. Reining [Paris] and A.
Rubio [San Sebastian], Electronic Properties of Novel Materials: XVIIth
International Winterschool, Ed. H. Kuzmany, J. Fink, M. Mehring and S. Roth,
World Scientific, Singapore (2003) (Task B4).
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e Y250 (N*) " "Density functional theories and self-energy approaches', R.W. Godby
[York] and P. Garcia-Gonzalez [San Sebastidn], chapter in " A Primer in Density
Functional Theory", ed. Carlos Fiolhais, Fernando Nogueira and M. A. L.
Marques, Springer (Heidelberg), 2003 (Task A2).

e 1.17 (N*) *“The Pd(100) /5 x v/5 R30° O surface oxide revised', M. Todorova

and E. Lundgren and V. Blum and A. Mikkelsen [NANOPHASE Postdoc Lund]
and S. Gray and J. Gustafson and M. Borg and ]J. Rogal and K. Reuter and J. N.
Andersen and M. Scheffler [Berlin], Surface Science (accepted) (Task C).

e R314 (N*) " Early stages of cesium adsorption on the As-rich ¢(2 x 8)

reconstruction of GaAs(001): Adsorption sites and Cs-induced chemical bonds",
C. Hogan [Rome: NANOPHASE-funded Young Researcher], D.Paget,
Y.Garreau, M.Sauvage, G.Onida [Rome] L.Reining [Paris], P.Chiaradia, V.
Corradini, submitted (Task C4).

e P250 (N*) ""Long-range contribution to the exchange-correlation kernel of
time-dependent density functional theory", Silvana Botti [Paris], Francesco
Sottile [Paris], Nathalie Vast [Paris], Valerio Olevano [Paris], H. Weissker [Jena],
Lucia Reining [Paris], Angel Rubio [San Sebastian], Giovanni Onida [Rome],
Rodolfo Del Sole [Rome] and R.W. Godby [York], submitted (Tasks A5,B4,C4).

e J301 (N*) " P-rich GaP(001)(2 x 1)/(2 x 2) Surface - A Hydrogen-Adsorbate

Structure', PH. Hahn [Jena], W.G. Schmidt [Jena], F. Bechstedt [Jena], O. Pulci
[Rome], R. Del Sole [Rome], Phys. Rev. B (accepted) (Task C4).

e S221 (N*) " "Dynamical excitonic effects in metals and semiconductors', A.
Marini [San Sebatian: NANOPHASE-funded Young Researcherl], R. Del Sole
[Rome], submitted (Task A3).

e R299 (N*) " "Ab-initio calculation of the exchange-correlation kernel in solids",
G. Adragna, R. Del Sole [Rome], A. Marini [San Sebastian:NANOPHASE-
funded Young Researcher], submitted .

e ]300 (N*) " "Many-body and overlayer effects on surface optical properties'’, F.
Bechstedt [Jena], R. Del Sole [Rome], S. Glutsch [Jena], PH. Hahn [Jena], O. Pulci
[Rome], W.G. Schmidt [Jena], phys. stat. sol. (b), accepted (14 pages) (Task C4).

e Y251 (N*) ""Non-local image effects in quasiparticle wavefunctions and energies
for jellium spheres", P. Rinke [York], P. Garcia-Gonzalez [San Sebastian] and R.W.
Godby [York], in preparation (Task A3).

e P306 (N*) " Ab initio Study of the Optical Absorption and wavevector-dependent
DielectricResponse of Graphite", A.G. Marinopoulos [Paris: NANOPHASE-
funded young reseracher], L. Reining [Paris], A. Rubio [San Sebastian], V.
Olevano [Paris], in preparation (Task B4).

e Y252 (N*) =~ GW total energy calculations for jellium spheres', K.T. Delaney

[York], P. Rinke [York], P. Garcia-Gonzalez [San Sebastian] and R.W. Godby [York],
in preparation (Task AG).

e B250 (N*) ""Image resonance in the many-body density of states at a metal
surface, G. Fratesi, G.P. Brivio, P. Rinke [Berlin] and R.W. Godby [York] (Task
submitted C2).

e R304 (N*) " Optical anisotropy induced by cesium adsorption on the As-rich
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c(2 x 8) reconstruction of GaAs(001)", C. Hogan [Rome: NANOPHASE-funded

Young Researcher], D. Paget, O.E. Tereschenko, L. Reining [Paris], and G.
Onida [Rome], In preparation (Task C4).

e R309 (N*) " Strongly bound exciton at the C(100) surface', M.Palummo [Rome],
O. Pulci [Rome], A. Marini [San Sebastian, Young Researcher] , R. Del Sole
[Rome], V. Olevano [Paris], L. Reining [Paris], in preparation (Task C4).

e S220 (N*) ""Bound excitons in TDDFT", A. Marini [San Sebastian:
NANOPHASE-funded Young Researcher], A. Rubio [San Sebastian] and R. Del
Sole [Rome], in preparation (Task B4).

Other NANOPHASE publications Year 3 (1.6.02-31.5.03) added 19.10.04

e P303 (N) " Parameter-free calculation of response functions in time-dependent
density functional theory", F. Sottile [Paris], V. Olevano [Paris], L. Reining [Paris],
accepted, Phys. Rev. Lett. (Task A5,B4,C4).

e P305 (N) " Macroscopic and microscopic components of exchange-correlation
interactions', F. Sottile [Paris], K. Karlsson, L. Reining [Paris], F. Aryasetiawan,
submitted, Phys. Rev. B (Task A5,B4,C4).

e J203 (N) ' Efficient O(~N?) method to solve the Bethe-Salpeter equation", W.G.

Schmidt [Jena], S. Glutsch [Jena], P. Hahn [Jena], F. Bechstedt [Jena], Phys. Rev. B
67, 085307 (2003).

e ]303 (N) " Properties of interfaces between cubic and hexagonal polytypes of
silicon carbide", C. Raffy [Jena: NANOPHASE-funded Young Researcher], J.
Furthmauller [Jena], F. Bechstedt [Jena], J. Phys.: Condens. Matter 14, 12725
(2002) (Task C4, Ab).

e J307 (N) "Quasiparticle band structures and optical properties of B-cristobalite

SiO;", L.E. Ramos [Jena: NANOPHASE-funded Young Researcher], ].

Furthmiller [Jena], F. Bechstedt [Jena], Phys. Rev. B (submitted) (Task A5).

e 1.328 (N) " Variational energy functionals tested on atoms", N.E. Dahlen [Lund]
and U. von Barth [Lund], submitted to Phys. Rev. B. (Task A).

e 1.329 (N) " "Variational MP2 theory", N.E. Dahlen [Lund] and U. von Barth [Lund],
submitted to Phys. Rev. B. (Task A).

e S215 (N) " Structural and Thermal Properties of Silicon-doped Fullerenes", PA.
Marcos, J.A. Alonso, A. Rubio [San Sebatidan] and M.]. Lépez, Journal of Chemical
Physics 119, 1127-1135 (2003) (Task Al).

e S219 (N) " Direct Observation of the Mechanical Properties of Singlewall Carbon
Nanotubes and their Junctions at the Atomic Level", H.E. Troiani, M.
Miki-Yoshida, G.A. Camacho-Bragado, M.A.L. Marques [San Sebastian], A. Rubio
[San Sebastian], J.A. Ascencio and M. Jose-Yacaman, Nanoletters
(Communication) 3(6), 751-755 (2003) (Task B1 and Al).

e J306 (N) " Structural relaxation in Si and Ge nanocrystallites: Influence on the
electronic and optical properties', H.-Ch. Weissker [Jena], ]J. Furthmuller [Jena],
F. Bechstedt [Jena], Phys. Rev. B67, 245304 (2003) (Task Ab).

e S213 (N) "Time-Dependent Density-functional approach for biological
photoreceptors: the case of the Green Fluorescent Protein', M.A.L Marques
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[Nanophase founded Young researcher], X. Lopez, D. Varsano, A. Castro, and
A. Rubio [San Sebastian], Physical Review Letters 90, 158101-1,4 (2003) (Task
A5 and B4).

e Y201 (N) " “Maximume-entropy theory of steady-state quantum transport", P.
Bokes [York: NANOPHASE-funded Young Researcher] and R. W. Godby
[York], submitted; <http://arxiv.org/abs/cond-mat/0301485> (Task B3).

e Y253 (N) " "Maximume-entropy theory of quantum transport - single-particle
self-consistent field formalism", P. Bokes [York: NANOPHASE-funded Young
Researcher], H. Mera [York: NANOPHASE-funded Young Researcher] and
R. W. Godby [York], in preparation (Task B3).

e R0O18 (N) " "A susceptibility model for the homogeneous electron gas', M.
Corradini and R. Del Sole [Rome], Phys. Rev. B 66 193101 (2002) .

e .15 (N) " Effects of core-level degeneracies on core-level spectra", Carl-Olof
Almbladh [Lund] and Martin Birgersson [Lund], Submitted to Journal of Electron
Spectroscopy and Related Phenomena (Task C).

e RO17 (N) " Surface second-harmonic generation from Si(111)(1 x 1)H: Theory
versus experiment", J. E. Mejia, B. S. Mendoza, M. Palummo [Rome], G. Onida
[Rome], R. Del Sole [Rome], S. Bergfeld, and W. Daum, Phys. Rev. B 66, 195329
(2002) (Task C4).

e R308 (N) " Origin of the broadening of surface optical transitions of As-rich and
Ga-rich GaAs(001)", D. Paget, O. E. Tereshchenko, A. B. Gordeeva, V. L.
Berkovits, G. Onida [Rome], Surface Science 529, p.204-214, 1-2 (2003) (Task
C4).

e R310 (N) "The GaAs(001)- c(4 x 4) surface: a new perspective from energy loss

spectra", A. Balzarotti, M. Fanfoni, F. Patella, F. Arciprete, E. Placidi, G. Onida
[Rome] and R. Del Sole [Rome], Surface Science Letters 524, L.71-L.76 (2003)
(Task C4).

e R020 (N) " "Anisotropy of surface optical properties of BN(110): an ab-initio
study'’, G. Cappellini, G. Satta, M. Palummo [Rome], G. Onida [Rome], Phys. Rewv.
B 66, 115412 (2002) (Task C4).

e B104 (N) " "Quasiparticle calculations for point defects on semiconductor
surfaces'', M. Hedstrom [Berlin: NANOPHASE-funded Young Researcher] ,
A. Schindlmayr [Berlin] and M. Scheffler [Berlin], phys. stat. sol. (b) 234, 346
(2002) (Task C1).

e B106 (N) " "Quasiparticle Corrections to the Electronic Properties of Anion
Vacancies on GaAs(110) and InP(110)", M. Hedstrom [Berlin: NANOPHASE-
funded Young Researcher] , A. Schindlmayr [Berlin], G. Schwarz [Berlin] and
M. Scheffler [Berlin], in preparation (Task C1).

e R224 (N) " Finite Temperature "ab-initio" simulation of solids: Ground-state
properties and electronic spectra from Car-Parrinello molecular Dynamics", C.
Hogan [Rome: NANOPHASE-funded Young Researcher], G. Onida [Rome],
and R. Del Sole [Rome], in: Radiation-Matter Interaction in Confined Systems, ed.
by L.C. Andreani, G. Benedek, E. Molinari, Pages 57-72, S.I.F.,, Bologna, Italy,
(2002). (Task C4).

e R225 (N) " "Optical properties of real surfaces from microscopic calculations of
the dielectric function of finite atomic slabs", C. Hogan [Rome: NANOPHASE-
funded Young Researcher], R. Del Sole [Rome], G. Onida [Rome], Phys. Rev. B
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68, 035405-7, 3 (2003) (Task C3, C4).

e J305 (N) " "Adatoms, dimers and interstitial on group-IV (113) surfaces: First-
principles studies of energetical, structural and electronic properties', A.A.
Stekolnikov [Jena], ]J. Furthmiller [Jena], F. Bechstedt [Jena], Phys. Rev. B67,
195332 (2003) (Task C4).

e R229 (N) ""The Sb-induced (1 x 1) reconstruction on Si(001)", J. Power, O. Pulci

[Rome], A. I. Shkrebtii, S. Galata, A. Astropekakis, K. Hinrichs, N. Esser, R. Del
Sole [Rome], W. Richter, Phys. Rev. B 67, 115315 (2003) (Task C4).

e R230 (N) " "GW calculations on surfaces: an application to the study of clean and
Sb-covered Si(001)", O. Pulci [Rome], J. Power, A. I. Shkrebtii, W. Richter, R. Del
Sole [Rome], submitted Comp. Mat. Sci. (Task C4).

e R228 (N) " Surface and bulk origin of the optical anisotropy of As-rich GaAs(001)
and Ga1-,In,As(001)", D. Paget, C. Hogan [Rome: NANOPHASE-funded

Young Researcher], V. L. Berkovits, and O. E. Tereshchenko, Phys. Rev. B 67,
245313 (2003) (Task C4).

e R301 (N) " "Effect of adsorption of electronegative and electropositive elements
on the surface optical anisotropy of GaAs(001)", C. Hogan [Rome:
NANOPHASE-funded Young Researcher], D. Paget, O. E. Tereshchenko, R.
Del Sole [Rome], accepted, phys. stat. sol. (a) (Task C4).

e R306 (N) " Surface versus bulk contributions from Reflectance Anisotropy and
Electron Energy Loss Spectra of GaAs(001)-¢(4 x 4) surface", F. Arciprete, C.

Goletti, E. Placidi, P. Chiaradia, M. Fanfoni, F. Patella, C. Hogan [Rome:
NANOPHASE-funded Young Researcher] and A. Balzarotti, submitted to Phys.
Rev. B (Task C4).

e R0O16 (N) " First-principles calculation of the plasmon resonance and of the
reflectance spectrum of silver in the GW approximation'', Andrea Marini [Rome],
Rodolfo Del Sole [Rome], and Giovanni Onida [Rome], Phys. Rev. B 66, 115101
(2002) .

e R234 (N) " "Ab initio calculation of depth resolved optical anisotropy of the Cu
(110) surface', P. Monachesi [Rome], M. Palummo [Rome], R. Del Sole [Rome], A.
Grechney, O. Eriksson, Phys. Rev B. (in press).

e R303 (N) " ""Cu(100) surface: high-resolution experimental and theoretical band
mapping'’, C. Baldacchini, L. Chiodo (Rome), F. Allegretti, C. Mariani, M. G. Betti,
P. Monachesi (Rome), R. Del Sole (Rome), accepted Phys. Rev. B (Task C4).

e S218 (N) " "Time and energy-resolved two photon-photoemission of the Cu(100)
and Cu(111) metal surfaces", D. Varsano, M.A.L. Marques [San Sebatian
Nanophase Young Researcher] and A. Rubio [San Sebastian], Computational
Material Science (in press 2003) (Task C2).

e R233 (N) " "Ab initio calculation of Electron Energy Loss spectra of clean and
1ML Fe-covered Ni(111)", R. Capelli, P Monachesi [Rome], R. Del Sole [Rome]
and G.C. Gazzadi, Eur. Phys. J B 30, 117 (2002) (Task C4).

e .16 (N) "The identification of step atoms by high resolution core level
spectroscopy'’, J. Gustafson, M. Borg, V. Blum, A. Mikkelssen [NANOPHASE
Postdoc], S. Gorovikov, E. Lundgren and J. N. Andersen [Lund], Phys. Rev. Lett
(accepted) (Task C).

e R231 (N) " "Ab-initio investigation of the Adsorption of Organic Molecules at
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Si(111) and Si(100) surfaces", R. Di Felice, C.A. Pignedoli, C.M. Bertoni, A.
Catellani, P.L. Silvestrelli, C. Sbraccia, F. Ancilotto, M. Palummo [Rome], O. Pulci
[Rome], Surf. Sci. 532-535, 982 (2003) (Task C4).

e R315 (N) " "Ab-initio study of the adsorption of Acetylene on Si(001) surface', O.
Pulci [Rome], P.L. Silvestrelli, M. Palummo [Rome], F. Ancelotto, R. Del Sole
[Rome], submitted Phys. Stat. Solidi (Task C4).

e R316 (N) " "Acetylene on Si(100) from first principles: the puzzle of the "~ “end
bridge" structure", P.L. Silvestrelli, O. Pulci [Rome], M. Palummo [Rome], R. Del
Sole [Rome], and F.Ancelotto, submitted PRB (Task C4).

e J308 (N) " "Uracil adsorbed on Si(001): Structure and Energetics'’, K. Seino
[Jena], W.G. Schmidt [Jena], M. Preuss [Jena], F. Bechstedt [Jena], J. Phys. Chem.
B107, 5031 (2003) (Task C4).

e P302 (N) " "Ab initio calculation of the dielectric tensor of GaAs/AlAs
superlattices", S. Botti [Paris], N. Vast [Paris], L. Reining [Paris], V. Olevano
[Paris], and L.C. Andreani, Phys. Rev. Lett. 89, 216803 (2002) (Task C3,C4).

e P307 (N) Origin of the anisotropy in the dielectric response of GaAs/AlAs
superlattices", S. Botti [Paris], N. Vast [Paris], L. Reining [Paris], V. Olevano
[Paris], L.C. Andreani, in preparation .

e J302 (N) " Principles of surface physics", F. Bechstedt [Jena], Springer-Verlag,
Berlin 2003 (Task C4).

e R311 (N) " "Theory of surface optical properties", R. Del Sole [Rome], M.
Palummo [Rome], O. Pulci [Rome], to appear in 'Epioptics-7', World Scientific, ed.
A. Cricenti. (Task C4).

e R313 (N) " First-principles optical spectra of semiconductor surfaces: from
one-particle to many-body approach'', M. Palummo [Rome], O. Pulci [Rome], R.
Del Sole [Rome], to appear in 'Epioptics-7', World Scientific, ed. A. Cricenti. (Task
C4).

e 304 (N) " Validity of effective-medium theory for optical properties of embedded
nanocrystallites from ab initio supercell calculations', H.-Ch. Weissker [Jenal], ].
Furthmiller [Jena], F. Bechstedt [Jena], Phys. Rev. B67, 165322 (2003) (Task A5).

e .18 (N) "Basic density-functional theory - an overview", Ulf von Barth, Physica
Scripta (Task D).

e R232 (N) " "Calculation of optical properties within the Local Density
Approximation to Density Functional Theory: application to Palladium", P.
Monachesi [Rome],R. Capelli and R. Del Sole [Rome], The European Physical
Journal B, 26, 159, (2002) .

e S214 (N) " Electronic and Crystallographic Structure of Apatites'’, L. Calderin,
M.J. Stott and A. Rubio [San Sebastian], Physical Review B 67, 165420-1,9 (2003)
(Task B1).

e S216 (N) " "Laser-induced Control of (Multichannel) Intracluster Reactions: The
Slowest is Always the Easiest to Take", A. Gonzalez-Urefia, K. Gasmin, A. Rubio
and P.M. Echenique, submitted (Task C1).

Joint NANOPHASE publications Year 4 (1.6.03-31.5.04) added 19.10.04

e B250 (N*) " "Image resonance in the many-body density of states at a metal
surface", G. Fratesi and G. P. Brivio and Patrick Rinke [Berlin] and R. W. Godby
[York], Phys. Rev. B 68 195404 (2003) (Task C2).

20 of 28 03/11/11 14:05



NANOPHASE and other publications http://www-users.york.ac.uk/~rwg3/nanophase pubs.html

e B401 (N*) ""Image States in Metal Clusters", Patrick Rinke [Berlin], Kris
Delaney [York], P. Garcia-Gonzdalez [San Sebastidn], and R.W. Godby [York],
submitted (Task A3).

e ]300 (N*) ""Many-body and overlayer effects on surface optical properties", F.
Bechstedt [Jena], R. Del Sole [Rome], S. Glutsch, [Jena], PH. Hahn [Jena], O. Pulci
[Rome], W.G. Schmidt [Jena], phys. stat. sol. (b) 240, 469 (2003) (Task C4).

e J301 (N*) " P-rich GaP(001)(2 x 1)/(2 x 2)surfaces: A hydrogen-adsorbate

structure determined from first-principles calculations", PH. Hahn [Jena], W.G.
Schmidt [Jena], F. Bechstedt [Jena], O. Pulci [Rome], R. Del Sole [Rome], Phys.
Rev. B 68, 033311 (2003) (Task C4).

e L17 (N*) “The Pd(100) /(5) x /(5) R30° O surface oxide revised", M.

Todorova and E. Lundgren and V. Blum and A. Mikkelsen [NANOPHASE Postdoc
Lund] and S. Gray and J. Gustafson and M. Borg and J. Rogal and K. Reuter and ]J.
N. Andersen and M. Scheffler [Berlin], Surface Science 541, 214 (2003) (Task C).

e 1406 (N*) " "Kinetic hindrance during the initial exidation of Pd(100) at ambient
pressures', E. Lundgren, J. Gustafson, A. Mikkelsen [NANOPHASE postdoc
Lund], A. Stierle, H. Dosch, M. Todorova J. Rogal K. Reuter and M. Scheffler
[Berlin], Phys. Rev. Lett. 92, 046101 (2004) (Task C).

e P250 (N*) " Long-range contribution to the exchange-correlation kernel of
time-dependent density functional theory'’, Silvana Botti [Paris], Francesco
Sottile [Paris], Nathalie Vast [Paris], Valerio Olevano [Paris], H. Weissker [Jena],
Lucia Reining [Paris], Angel Rubio [San Sebastian], Giovanni Onida [Rome],
Rodolfo Del Sole [Rome] and R.W. Godby [York], Phys. Rev. B 69, 155112 (2004)
(Task A5,B4,C4).

e P304 (N*) " Optical and loss spectra of carbon nanotubes: Depolarization effects
and intertube interactions', A.G. Marinopoulos [Paris: NANOPHASE-funded
young researcher], Lucia Reining [Paris], Angel Rubio [San Sebastian], Nathalie
Vast [Paris], Phys. Rev. Lett. 91, 046402 (2003) (Task B4).

e P306 (N*) " Ab initio Study of the Optical Absorption and wavevector-dependent
DielectricResponse of Graphite', A.G. Marinopoulos [Paris: NANOPHASE-
funded young reseracher], L. Reining [Paris], A. Rubio [San Sebastian], V.
Olevano [Paris], Phys. Rev. B 69, 245419 (2004) (Task B4).

e P402 (N*) " Density-Functional contributions to bandstructure calculations
beyond the GW approximation', F. Bruneval [Paris], F. Sottile [Paris], V. Olevano
[Paris], N. Vast [Paris], L. Reining [Paris], R. Del Sole [Rome], Phys. Rev. Lett. (in
preparation) (Task A3,B2,C1).

e P403 (N*) " Ab initio study of the wavevector-dependent dielectric response of
solids of single-walled carbon nanotubes", A.G. Marinopoulos [Paris:
NANOPHASE-funded young reseracher], L. Reining [Paris] and A. Rubio [San
Sebastidn], Phys. Rev. B (in preparation) (Task B1,B4).

e P404 (N*) A brief introduction to the ABINIT software package', X. Gonze,
G.-M. Rignanese, M. Verstraete, J.-M. Beuken, Y. Pouillon, R. Caracas, F. Jollet, M.
Torrent, G. Zerah, M. Mikami, P. Ghosez, ].-Y. Raty, V. Olevano [Paris], F. Bruneval
[Paris], L. Reining [Paris], R. Godby [York], G. Onida [Rome], et. al., Zeitschrift
fuer Kristallographie, special issue "computational crystallography" (invited,
submitted) (Task A3,A4,A5,B2,B4,C1,C2).
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e R299 (N*) " Ab-initio calculation of the exchange-correlation kernel in solids", G.
Adragna, R. Del Sole [Rome], A. Marini [San Sebastian:NANOPHASE-funded
Young Researcher], Phys. Rev. B 68, 165108 (2003) (Task A5).

e R304 (N*) " Optical anisotropy induced by cesium adsorption on the As-rich
c(2 x 8) reconstruction of GaAs(001)", C. Hogan [Rome:NANOPHASE-funded

Young Researcher], D. Paget, O.E. Tereschenko, L. Reining [Paris], and G. Onida
[Rome], Phys. Rev. B 69, 125332 (2004) (Task C4).

e R309 (N*) " “Many-body effects on the EEL spectrum of the C(100) surface', M.
Palummo [Rome], O. Pulci [Rome], A. Marini, San Sebastian, network-funded
young researcher, R. Del Sole [Rome], V. Olevano [Paris], L. Reining [Paris], in
preparation (Task C4).

e R314 (N*) " Early stages of cesium adsorption on the As-rich ¢(2 x 8)

reconstruction of GaAs(001): Adsorption sites and Cs-induced chemical bonds",
C. Hogan [Rome: NANOPHASE-funded Young Researcher], D.Paget,
Y.Garreau, M.Sauvage, G.Onida [Rome] L.Reining [Paris], P.Chiaradia, V.
Corradini, Phys. Rev. B 68, 205313 (2003) (Task C4).

e R401 (N*) " "Dynamical excitonic effects in metals and semiconductors", A.
Marini [San Sebastian Nanophase Young Researcher] and R. Del Sole
[Rome], Phys. Rev. Lett. 91, 176402 (2003) (Task B4).

e R407 (N*) " "Reflectance anisotropy spectra of the diamond (100)2x1 surface:
evidence of strongly bound surface state excitons", M. Palummo [Rome], O. Pulci
[Rome], R. Del Sole [Rome], A. Marini, Nanbophase Funded Young
Researcher in San Sebastian, M. Schwitters, S. R. Haines, K. H. Williams, D. S.
Martin, P. Weightman, J. E. Butler, submitted (Task C4).

e R409 (N*) " "The Bethe-Salpeter equation: a first-principles approach for
calculating surface optical spectra', M. Palummo [Rome], O. Pulci [Rome], R. Del
Sole [Rome], A. Marini, Nanophase funded young researcher in San
sebastian, P. Hahn [Jena], W. G. Schmidt [Jena], F. Bechstedt [Jena], ]J. of Phys.
Condensed Matter, accepted (Task C4).

e R414 (N*) " Electronic structure of the C(111) surface: an ab-initio study'’, M.
Marsili [Rome], O. Pulci [Rome], F. Bechstedt [Jena], R. Del Sole [Rome], in
preparation (Task C4).

e R415 (N*) " Electronic and optical properties of Ge nanowires beyond the
one-particle approach', M. Bruno [Rome], M. Palummo [Rome],] R. Del Sole
[Rome], V. Olevano [Paris, S. Ossicini,, in preparation (Task B2, B4).

e S220 (N*) ""Bound excitons in time-dependent density-functional-theory: optical
and energy-loss spectra', A. Marini [San Sebastian Nanophase Young
Researcher], A. Rubio [San Sebastidn] and R. Del Sole [Rome], Physical Review
Letters 91, 256402-1,4 (2003) (Task B4).

e S400 (N*) " "Optical absorption and electron energy loss spectra of carbon and
boron nitride nanotubes: a first principles approach', A.G. Marinopoulos [Paris
Nanophase Young Researcher] L. Wirtz [San Sebastidn], A. Marini [San
Sebastian Nanophase Young Researcher], V. Olevano[Paris], A. Rubio[San
Sebastian] and L. Reining [Paris], Applied Physics A 78 1157-1167 (2004) (Task
B4).

e S411 (N*) " Assessment of Density Functional Approximations: Long-Range
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Correlations and Self-Interaction Effects", ]J. Jung, P. Garcia-Gonzdalez [San
Sebastian], J.E. Alvarellos and R. W. Godby [York], Phys. Rev. A 69 052501 (2004)
(7 pages) (Task A3).

e S412 (N*) " "Effects beyond the RPA in the interaction between metal films", ]J.
Jung, P. Garcia-Gonzdalez [San Sebastian], J. F. Dobson and R. W. Godby [York],
submitted (Task A2).

e Y401 (N*) =" Comment on "Band-Gap Problem in Semiconductors Revisited:
Effects of Core States and Many-Body Self-Consistency'"', Kris Delaney [York], P.
Garcia-Gonzalez [San Sebastidan], Angel Rubio [San Sebastian], Patrick Rinke
[Berlin] and R.W. Godby [York], submitted (Task A2).

Other NANOPHASE publications Year 4 (1.6.03-31.5.04) added 19.10.04

e S402 (N) " Excited states dynamics in time-dependent density functional theory:
high-field molecular dissociation and harmonic generation', A. Castro, M.A.L.
Marques[San Sebatian Nanophase Young Researcher], J.A Alonso, G.F.
Bertsch, y A. Rubio[San Sebastian], European Journal of Physics D 28 211-218
(2004) (Task A3).

e S403 (N) " Electrical transport in carbon nanotubes: role of disorder and helical
symmetries", F. Triozon, S. Roche, A. Rubio [San Sebastian] and D. Mayou,
Physical Review B (Rapid Communications) 69 R121414-1,4 (2004 (Task B3).

e S410 (N) ""Theoretical identification of Stone-Wales defects in nanotubes", Y.
Miyamoto, A. Rubio [San Sebastian], S. Berber, M. Yoon, and D. Tomanek,
Physical Review B (Rapid Communications) 69 R121413-1,4 (2004) (Task B2).

e B251 (N) " "Ab initio study of the half-metal to metal transition in magnetite', M.
Friak [Berlin: NANOPHASE-funded Young Researcher], A. Schindlmayr
[Berlin] and M. Scheffler [Berlin], submitted (Task A5).

e J307 (N) "Quasiparticle band structures and optical spectra of B-cristobalite

SiO0,", L.E. Ramos [Jena: NANOPHASE-funded Young Researcher], ].

Furthmiller [Jena], F. Bechstedt [Jena], Phys. Rev. B 69, 085102 (2004) (Task
AD).

e J400 (N) " Quantum structures in SiC", F. Bechstedt [Jena], A. Fissel, J.
Furthmuller [Jena], U. Kaiser, H.-Ch. Weissker [Jena], W. Wesch,, Appl. Surf. Sci.
212-123, 820 (2003) (Task Ab).

e J401 (N) " Excitation energies and radiative lifetime of Ge 1—.Si, nanocrystals:

Alloying versus confinement effects', H.-Ch. Weissker [Jena], J. Furthmuller
[Jena], F. Bechstedt [Jena], Phys. Rev. Lett. 90, 085501 (2003) (Task A4).

e J402 (N) " Excitonic and local-field effects in optical spectra from real-space
time-domain calculations', W.G. Schmidt [Jena], PH. Hahn [Jena], F. Bechstedt
[Jena], High Performance Computing in Science and Engineering '02, ed. by E.
Krause, W. Jager, (Springer, Berlin 2003) p. 133 (Task C4).

e J403 (N) "The InP(001)(2 x 1)surface: A hydrogen-stabilized structure', W.G.

Schmidt [Jena], PH. Hahn [Jena], F. Bechstedt [Jena], N. Esser, P. Voigt, A.Wange,
W. Richter, Phys. Rev. Lett. 90, 126101 (2003) (Task C2, C4).

e J404 (N) " Optical response of semiconductor surfaces and molecules calculated
from first princples', W.G. Schmidt [Jena], M. Preul3[Jena], PH. Hahn [Jena], K.
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Seino [Jena], F. Bechstedt [Jena], High Performance Computing in Science and
Engineering, Munich 2002 (Springer, Berlin 2003), p. 259 (Task C2, C4).

e J405 (N) * Tetramers on diamond", Si and Ge(113) surfaces: Ab initio studies,
A.A. Stekolnikov [Jena], J. Furthmiller [Jena], F. Bechstedt [Jena], Phys. Rev. B
68, 205306 (2003) (Task C4).

e J406 (N) " Layer-by-layer analysis of surface reflectance anisotropy', C. Castillo,
B.S. Mendoza, W.G. Schmidt [Jena], PH. Hahn [Jena], F. Bechstedt [Jena], Phys.
Rev. B 68, 041310(R) (2003) (Task C4).

e J407 (N) " Vibrational properties of the quasi-one-dimensional In/Si(111)(4 x 1)

system', F. Bechstedt [Jena], A. Krivosheeva, J. Furthmuller [Jena], A.A.
Stekolnikov [Jena], Phys. Rev. B 68, 193406 (2003) (Task C4).

e J408 (N) " Influence of structural relaxation on the optical and electronic
properties of Ge and Si nanocrystals', H.-Ch. Weissker [Jena], J. Furthmiuller
[Jena], F. Bechstedt [Jena], Proc. Int. Symp. Clusters and Nano-Assemblies:
Physical and Biological Systems, Richmond (USA) 2003 (Task A5).

e J409 (N) " Ground- and excited-state properties of DNA base molecules from
plane wave calculations using ultrasoft pseudopotentials', M. Preuss [Jena], W.G.
Schmidt [Jena], K. Seino [Jena], J. Furthmiller [Jena], F. Bechstedt [Jenal], ].
Computat. Chemistry 25, 112 (2004) (Task C2).

e J410 (N) " "Structure- and spin-dependent excitation energies and lifetimes of Si
and Ge nanocrystallites from ab initio calculations", H.-Ch. Weissker [Jena], J.
Furthmauller [Jena], F. Bechstedt [Jena], Phys. Rev. B 69, 115310 (2004) (Task
A5).

e J411 (N) Electron correlation effects on SiC(111) and SiC(0001) surfaces", F.
Bechstedt [Jena], J. Furthmiller [Jena], J. Phys.: Condensed Matter 16, S1721
(2004) (Task C4).

e J412 (N) " Organic modification of surface electronic properties: A first-
principles study of uracil on Si(001)", K. Seino [Jena], W.G. Schmidt [Jena], F.
Bechstedt [Jena], Phys. Rev. B 69 245309 (2004) (Task C4).

e J413 (N) " Optical properties of Si and Ge nanocrystals', F. Bechstedt [Jenal],
H.-Ch. Weissker [Jena], , L.E. Ramos [Jena: NANOPHASE-funded Young
Researcher], J. Furthmuller [Jena], Proc. 3rd Internat. Conf. "Computational
Modeling and Simulation of Materials", ed. by P. Vincenzini et al., Techna Group
Publ., Faenza 2004 (Task Ab).

e J414 (N) Effect of backbond oxidation on silicon nanocrystallites", L.E. Ramos
[Jena: NANOPHASE-funded Young Researcher], ]J. Furthmiller [Jena], F.
Bechstedt [Jena], Phys. Rev. B (accepted) (Task A5).

e J415 (N) " "Electronic excitations in Si and Ge nanocrystals: Parameterfree
calculations", F. Bechstedt [Jena], H.-Ch. Weissker [Jena], L.E. Ramos [Jena:
NANOPHASE-funded Young Researcher], J. Furthmiller [Jena], phys. stat. sol.
(c) (accepted) (Task AS).

e J416 (N) " Electronic excitations and optical properties of oxidized Si
nanocrystallites", L.E. Ramos [Jena: NANOPHASE-funded Young Researcher],
J. Furthmuller [Jena], F. Bechstedt [Jena], Phys. Rev. B (in preparation) (Task A5).

e J417 (N) " Structural elements on reconstructed Si and Ge(110) surfaces', A.A.
Stekolnikov [Jena], J. Furthmuller [Jena], F. Bechstedt [Jena], Phys. Rev. B
(accepted) (Task C4).
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e J418 (N) " "Long-range surface reconstruction: Si(110)16 x2', A.A. Stekolnikov

[Jena], J. Furthmuller [Jena], F. Bechstedt [Jena], Phys. Rev. Lett. (submitted)
(Task C4).

e J420 (N) "Energetics of Si(001) surfaces exposed to electric fields and charge
injection", K. Seino [Jena], W.G. Schmidt [Jena], F. Bechstedt [Jena], Phys. Rewv.
Lett. (submitted) (Task C4).

e J421 (N) ""Ab initio study of structural and electronic properties of planar
defects in Si and SiC", C. Raffy [Jena: NANOPHASE-funded Young
Researcher] J. Furthmiller [Jena], J.-M. Wagner [Jena], F. Bechstedt [Jena], Phys.
Rev. B (submitted) (Task C4).

e J423 (N) " "Excitons in low-dimensional semiconductors', S. Glutsch, Springer,
Berlin 2004 (Task ).

e .15 (N) " Effects of core-level degenaricies on core-level spectra'’, C.-O.
Almbladh and M. Birgersson [Lund], Journal of Electron Spectroscopy and
Related Phenomena 104, 195 (2004) (Task C).

e .16 (N) " Identification of step atoms by high resolution core level
spectroscopy'’, J. Gustafson and M. Borg and V. Blum and A. Mikkelssen
[NANOPHASE Postdoc] and S. Gorovikov and E. Lundgren and J. N. Andersen
[Lund], Phys. Rev. Lett. 91, 056102 (2003) (Task C).

e .18 (N) "Basic density-functional theory - an overview", Ulf von Barth, Physica
Scripta T109, 9 (2004) (Task D).

e 1401 (N) " "Variational energy functionals tested on atoms", Niels Erik Dahlen
and Ulf von Barth, Phys. Rev. B 69 195102 (2004) (Task A).

e 1402 (N) " Variational Mgller-Plesset theory based on the Luttinger-Ward
functional", Niels Erik Dahlen and Ulf von Barth, J. of Chem. Phys. 120, 6826
(2004) (Task A).

e 1403 (N) "Time-dependent Quantum Transport: An Exact Formulation Based on
TDDFT", Gianluca Stefanucci [NANOPHASE postdoc Lund] and Carl-Olof
Almbladh, Europhysics Letters 67, 14 (2004) (Task B3).

e 1404 (N) "Time-dependent Partition-Free Approach in Resonant Tunneling
Systems'’, Gianluca Stefanucci [NANOPHSE postdoc Lund] and Carl-Olof
Almbladh, Physical Review B 69, 195318 (2004) (Task B3).

e 1405 (N) " "Evidence for W=0 Pairing in Repulsive Hubbard Square and
Hexagonal Geometries', Enrico Perfetto, Gianluca Stefanucci [NANOPHASE
postdoc Lund], Agnese Callegari and Michele Cini, Physica C, in press (Task A).

e 1407 (N) " Direct imaging of the atomic structure inside a nanowire by scanning
tunneling microscopy'’, Anders Mikkelsen [NANOPHASE postdoc Lund] et al.,
Nature Materials (August 2004) (Task B).

e 1408 (N) "Experimental and theoretical core-level shifts of aluminium (100) and
(111)", M. Borg, M. Birgersson [Lund], M. Smedh, A. Mikkelsen [NANOPHASE
postdoc Lund], D. L. Adams, R. Nyholm, C.-O Almbladh [Lund], and J. N.
Andersen, Phys. Rev. B 69, 235418 (2004) (Task B3).

e 1409 (N) " Total energies of molcules obtained from variational functionals of
the Green function.”, N.E. Dahlen [Lund], R. van Leeuwen, and U. von Barth
[Lund], in preparation (Task A).

e P303 (N) " "Parameter-free calculation of response functions in time-dependent
density functional theory", F. Sottile [Paris], V. Olevano [Paris], L. Reining [Paris],
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Phys. Rev. Lett. 91, 056402 (2003) (Task A5,B4,C4).

e P305 (N) " "Macroscopic and microscopic components of exchange-correlation
interactions'’, F. Sottile [Paris], K. Karlsson, L. Reining [Paris], F. Aryasetiawan,
Phys. Rev. B 68, 205112 (2003) (Task A5,B4,C4).

e P307 (N) " "Ab initio and semiempirical dielectric response of superlattices'’, S.
Botti [Paris], N. Vast [Paris], L. Reining [Paris], V. Olevano [Paris], L.C. Andreani,
Phys. Rev. B, accepted (Task ).

e P401 (N) ""Many-body effects in the electronic spectra of cubic boron nitride", G.
Satta, G. Cappellini, V. Olevano [Paris] and L. Reining [Paris], Phys. Rev. B,
submitted (Task A5,B4).

e P405 (N) = Comment on "Quantum Confinement and Electronic Properties of
Silicon Nanowires" by Zhao et. al.", F. Bruneval [Paris], S. Botti [Paris] and L.
Reining [Paris], Phys. Rev. Lett. (in preparation) (Task B1,B4).

e R230 (N) " "GW calculations on surfaces: an application to the study of clean and
Sb-covered Si(001)", O. Pulci[Rome], J. Power, A. I. Shkrebtii, W. Richter, R. Del
Sole[Rome], Comp. Mat. Sci. 30, 98 (2004) (Task C4).

e R234 (N) " "Ab initio calculation of depth resolved optical anisotropy of the Cu
(110) surface", P. Monachesi [Rome], M. Palummo [Rome], R. Del Sole [Rome], A.
Grechney, O. Eriksson, Phys. Rev. B 68, 035426 (2003) (Task C4).

e R301 (N) "Effect of adsorption of electronegative and electropositive elements
on the surface optical anisotropy of GaAs(001)", C. Hogan [Rome:
NANOPHASE-funded Young Researcher], D. Paget, O. E. Tereshchenko, R.
Del Sole [Rome], Phys. Status Sol. (c) 0,2976 (2003) (Task C4).

e R303 (N) " "Cu(100) surface: high-resolution experimental and theoretical band
mapping", C. Baldacchini, L. Chiodo (Rome), F. Allegretti, C. Mariani, M. G. Betti,
P. Monachesi (Rome), R. Del Sole (Rome), Phys. Rev. B 68, 195109 (2003) (Task
C4).

e R306 (N) " Surface versus bulk contributions from Reflectance Anisotropy and
Electron Energy Loss Spectra of GaAs(001)-c(4 x 4) surface", F. Arciprete, C.

Goletti, E. Placidi, P. Chiaradia, M. Fanfoni, F. Patella, C. Hogan [Rome:
NANOPHASE-funded Young Researcher] and A. Balzarotti, Phys. Rev B 68,
125328 (2003) (Task C4).

e R311 (N) "Theory of surface optical properties', R. Del Sole[Rome], M.
Palummo[Rome], O. Pulci[Rome], in "Proceedings of the 24th Course of the Int.
School of Solid State Physics", Epioptics-7, Erice 2002, ed. A. Cricenti, World
Scientific (2004), page 1 (Task C4).

e R313 (N) " First-principles optical spectra of semiconductor surfaces: from
one-particle to many-body approach', M. Palummo [Rome], O. Pulci[Rome], R.
Del Sole[Rome], in "Proceedings of the 24th Course of the Int. School of Solid
State Physics", Epioptics-7, Erice 2002, ed. A. Cricenti, World Scientific (2004),
page 29 (Task C4).

e R315 (N) " "Ab-initio study of the adsorption of Acetylene on Si(001) surface', O.
Pulci[Rome], P.L. Silvestrelli, M. Palummo[Rome], F. Ancelotto, R. Del
Sole[Rome], Phys. Status Sol. (c) 0, 2976 (2003) (Task C4).

e R316 (N) " "Acetylene on Si(100) from first principles: the puzzle of the " "end
bridge' structure", P.L. Silvestrelli, O. Pulci[Rome], M. Palummo[Rome], R. Del
Sole[Rome], and F.Ancelotto, Phys. Rev. B 68, 235306 (2003) (Task C4).
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e R404 (N) " "Ab initio cgaracterization of surface states at the S/Cu(100) surface",
P. Monachesi [Rome], L. Chiodo [Rome], R. Del Sole [Rome], Phys. Rev. B 69,
165404 (2004) (Task C4).

e R405 (N) " "Surface states at the GaAs(001) - (2 x4) surface", F. Arciprete, C.

Goletti, E. Placidi, C. Hogan, Nanophase funded young researcher, P.
Chiaradia, M. Fanfoni, F. Patella and A. Balzarotti, Phys. Rev. B 69, 081308
(2004) (Task C4).

e R406 (N) " "Surface and bulk origin of the optical anisotropy of As-rich GaAs(001)
and Ga1-,In,As(001)", D. Paget, C. Hogan, Nanophase funded young

researcher, V. L. Berkovits, O. E. Tereschenko, Phys. Rev. B 67, 245313 (2003)
(Task C4).

e R408 (N) " "Optical response of Copper surface to Carbon Monoxide deposition",
P. Monachesi [Rome], L. Chiodo [Rome], submitted (Task C4).

e R410 (N) " Structural analysis by Reflectance Anisotropy Spectroscopy: As and
Sb on GaAs(110)", O. Pulci [Rome], K. Fleischer, M.-Pristovsek, S. Tsukamoto, R.
Del Sole [Rome], W. Richter, J. Phys. Condensed Matter, accepted (Task C4).

e R411 (N) " "Ab initio study of reflectance anisotropy spectra of a submonolayer
oxidized Si(100) surface", A. Incze, Nanophase funded young researcher in
Rome, R. Del Sole [Rome], G. Onida [Rome], submitted (Task C4).

e R412 (N) " "Electronic and optical properties of InAs(110)", O. Pulci [Rome], X.
Lopez-Lozano, K. Fleischer, W. Richter, R. Del sole [Rome], in preparation (Task
C4).

e R413 (N) "The electronic and optical properties of Si nanoclusters: Absorption
and Emission", E. Luppi, E. Degoli, G. Cantele, S. Ossicini, R. Magri, D. Ninno, O.
Bisi, O. Pulci [Rome], G. Onida [Rome], M. Gatti, A. Incze, Nanophase funded
young researcher in Rome, R. Del sole [Rome], submitted (Task A5).

e S218 (N) ""Time and energy-resolved two photon-photoemission of the Cu(100)
and Cu(111) metal surfaces", D. Varsano, M.A.L. Marques[San Sebatian
Nanophase Young Researcher] and A. Rubio[San Sebatian], Computational
Material Science 30 110-115 (2004) (Task C2).

e S401 (N) " "Laser-induced Control of (Multichannel) Intracluster Reactions: The
Slowest is Always the Easiest to Take", A. Gonzalez-Urenia, K. Gasmin, A. Rubio
[San Sebastian] and PM. Echenique [San Sebastian], European Journal of Physics
D 28 193-198 (2004) (Task A3).

e S404 (N) ""Phonon and plasmon excitation in inelastic electron tunneling
spectroscopy of graphite'’, L. Vitali, M.A. Schneider, K. Kern, L. Wirtz [San
Sebastian] and A. Rubio[San Sebastidn], Physical Review B (Rapid
Communications) 69 R121414-1,4 (2004) (Task B1 and B4).

e S405 (N) " "On the breaking of carbon nanotubes under tension", M.A.L.
Marques [San Sebatian Nanophase Young Researcher], H.E. Troiani, M.
Miki-Yoshida, M. Jose-Yacaman and A. Rubio [San Sebastian], Nanoletters (in
press 2004) (Task B1).

e S406 (N) " "The phonon dispersion of graphite revisited", L. Wirtz and A. Rubio
[San Sebastian], Solid State Communications (in press 2004) (Task B1).

e S407 (N) " Electron lifetimes of wide band-gap insulators: excitonic effects in
LiF'", A. Marini [San Sebatian Nanophase Young Researcher] and A.
Rubio[San Sebastian], submitted (Task ).
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e S408 (N) " "Optical Properties of nanostructures from time dependent density
functional theory'", A. Castro, M.A.L. Marques[San Sebastian, Nanophase
Young Researcher], J.A. Alonso and A. Rubio [San Sebastian], Journal of
Computational and Theoretical Nanoscience (in press 2004) (Task A5).

e S409 (N) " Excited states properties of nanostructures and biomolecules through
time dependent density functional theory', A. Castro [San Sebastian], M.A.L.
Marques[San Sebatian Nanophase Young Researcher], X. Lopez, D. Varsano
and A. Rubio [San Sebastidn], Proceedings of the 3rd International Conference
"Computational Modelling and Simulation of Materials" Acireale (Catania), Sicily,
Italy (May 30-June 4 2004) (Task AbD).

e Y201 (N) "Maximum-entropy theory of steady-state quantum transport", P.
Bokes [York: NANOPHASE-funded Young Researcher] and R. W. Godby
[York], Phys. Rev. B 68 125414 (2003) (5 pages) (Task B3).

e Y402 (N) " "Conductance and polarization in quantum junctions', P. Bokes
[York: NANOPHASE-funded Young Researcher] and R. W. Godby [York],
accepted for publication in Phys. Rev. B < arXiv:cond-matt/0403204 > (Task B3).

e J999 (N) " Calculation of surface optical properties: from qualitative
understanding to quantitative predictions', W. G. Schmidt [Jena], K. Seino [Jena],
P. H. Hahn [Jena], F. Bechstedt [Jena], W. Lu, S. Wang and J. Bernholc, Thin Solid
Films 455-456 764-771 (2004) (Task C4).

e ]998 (N) "Energetics of Si(001) surfaces exposed to electric fields and charge
injection", K. Seino [Jena], W. G. Schmidt [Jena] and F. Bechstedt [Jena], Phys.
Rev. Lett. 93 036101 (2004) (Task C4).

Notes on retrieving electronic reprints/preprints

Where links to on-line preprints ("e-prints") and published papers are not given above,
the following links may be useful:

e The search page for the xxx e-print server

e Phys. Rev. B and Phys. Rev. Lett. papers may be accessed through URLs of the
form http://publish.aps.org/abstract/PRB/v99/p9999/, where PRB or PRL denotes
the journal, and 99 and 9999 are the volume and page numbers

e Group and members' home pages, accessible through the NANOPHASE home
page, may have further information on group publications
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