PHYSICAL REVIEW B PERIODICALS

Postmaster send address changes to:

For editorial and subscription correspondence, American Institute of Physics
please see inside front cover Suite 1INO1
(ISSN: 0163-1829) 2 Huntington Quadrangle

Melville, NY 11747-4502

THIRD SERIES, VOLUME 62, NUMBER 12 CONTENTS 15 SEPTEMBER 2000-II

RAPID COMMUNICATIONS

Electronic structure: wide-band, narrow-band, and strongly correlated systems

Charge ordering in a quasi-two-dimensional organic conductor. . .. .......... ... . R7679
K. Miyagawa, A. Kawamoto, and K. Kanoda

Optical bistability in finite-size nonlinear bidimensional photonic crystals doped by a microcavity. ......... R7683
E. Centeno and D. Felbacq

Final-state interaction in Compton scattering from electron liquids . ... ....... ... . . .. R7687
C. Sternemann, K. Hadainen, A. Kaprolat, A. Soininen, G. Dimg, C.-C. Kao, S. Manninen,
and W. Schike

Electronic states in Ry studied by EPR under pressure: 3D Mott-Hubbard system..................... R7691
Hirokazu Sakamoto, Shigenori Kobayashi, Kenji Mizoguchi, Mayumi Kosaka, and Katsumi Tanigaki

Loss structures in the photoemission spectra of MnO: A careful analysis of peak intensities.............. R7695
Luigi Sangaletti, Paul S. Bagus, and Fulvio Parmigiani

Exact diagonalization study of rare events in disordered conductors . .. ... i R7699
V. Uski, B. Mehlig, R. A. Raner, and M. Schreiber

X-ray natural circular diChroiSm. . .. ... . R7703

Paolo Carra and Robert Benoist
Semiconductors |: bulk

Low-density framework form of crystalline silicon with a wide optical band gap. . ............. ... .. ... ... R7707
Jan Gryko, Paul F. McMillan, Robert F. Marzke, Ganesh K. Ramachandran, Derek Patton, Sudip K. Deb,
and Otto F. Sankey

Semiconductors II: surfaces, interfaces, microstructures, and related topics

Effects of surface hydrogenation on initial reaction processes of transition-metal Ni and Ti adatoni80dh Si

SUN S . . oo e R7711
Shin’ichi Higai and Takahisa Ohno

Si(100)€(4 %< 8) reconstruction formed in a highly nonequilibrium process. . ......... .. ... .. .. ... R7715
Y. F. Zhao, H. Q. Yang, and S. J. Pang

Surface reconstructions for Inf301) studied with density-functional theory and STM. .. ................... R7719
C. Ratsch, W. Barvosa-Carter, F. Grosse, J. H. G. Owen, and J. J. Zinck

C incorporation in epitaxial Ge ,C, layers grown on G@01): An ab initio study .......................... R7723
D. Gall, J. D’Arcy-Gall, and J. E. Greene

Shot noise at hopping Via tWo SItES. . . . .. ..o R7727

Yusuf A. Kinkhabwala and Alexander N. Korotkov

Copyright 2000 by The American Physical Society H““’

H 0163-1829(20000915)62:12;1-8
(Continued)




CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 62, NUMBER 12 15 SEPTEMBER 2000-II

Magnetotunneling spectroscopic probe of quantization due to inhomogeneous strain in a Si/SiGe vertical

QUANTUM AOT . . oot e e e e e e e e e R7731
Jun Liu, A. Zaslavsky, C. D. Akyzy B. R. Perkins, and L. B. Freund

Single-electron spectroscopy in a coupled triple-dot system: Role of interdot electron-electron interactions. ..R7735
S. D. Lee, K. S. Park, J. W. Park, Jung B. Choi, S.-R. Eric Yang, K.-H. Yoo, J. Kim, S. I. Park, and
K. T. Kim

Occupation of the double subbands by the two-dimensional electron gas in the triangular quantum well at

AlLGa N/GaN heterOSITUCIUIES . . . . oottt e e e e e e e e e R7739
Z. W. Zheng, B. Shen, R. Zhang, Y. S. Gui, C. P. Jiang, Z. X. Ma, G. Z. Zheng, S. L. Guo, Y. Shi,
P. Han, Y. D. Zheng, T. Someya, and Y. Arakawa

Resonant electron tunneling through semiconducting nanocrystals in a symmetrical and an asymmetrical

JUNCH ON Lo e e e e R7743
Erik P. A. M. Bakkers and Danie/anmaekelbergh

Hartree-Fock theory of hole stripe states . . ... e R7747
Tae-Suk Kim, S.-R. Eric Yang, and A. H. MacDonald

Critical resistivity along the quantum Hall liquid-insulator transition line . .............. ... ... ... ... ..., R7751
Efrat Shimshoni

Double-resonance spectroscopy of InAs/GaAs self-assembled quantumdots........................... R7755

B. N. Murdin, A. R. Hollingworth, J. A. Barker, D. G. Clarke, P. C. Findlay, C. R. Pidgeon, J.-P. R. Wells,
I. V. Bradley, S. Malik, and R. Murray

Stabilized electronic state and its luminescence at the surface of oxygen-passivated porous silicon ... . ... R7759
X. L. Wu, S. J. Xiong, D. L. Fan, Y. Gu, X. M. Bao, G. G. Siu, and M. J. Stokes

Biexcitons or bipolaritons in a semiconductor MICrOCAVILY . . . . ... oottt e R7763
P. Borri, W. Langbein, U. Woggon, J. R. Jensen, and J. M. Hvam

Magnetic polarons in a single diluted magnetic semiconductor quantum.dot . .. ............ .. ... ........ R7767

A. A. Maksimov, G. Bacher, A. McDonald, V. D. Kulakovskii, A. Forchel, C. R. Becker, G. Landwehr,
and L. W. Molenkamp

Surface physics, low-dimensional systems, and related topics

Phonons in a quasi-two-dimensional solid: Cesium monolayer 02U . ..............ciiiiieinnnn.. R7771
G. Witte and J. P. Toennies
Structures of the X1 and 1X 2 reconstructions of SHLL0) ...ttt e e R7775

C. L. Pang, S. A. Haycock, H. Raza, P. J. Mgller, and G. Thornton

ARTICLES

Electronic structure: wide-band, narrow-band, and strongly correlated systems

EPR, ENDOR, and optical-absorption study of Ccenters substituting for niobium in Li-rich lithium niobate

Oy S AlS . 7779
V. Grachev and G. Malovichko

Exact solution of the strong couplirtgv model with twisted boundary conditions.......................... 7791
R. G. Dias

Peculiarities of defect structure and mechanical properties of iridium: Resudts iofitio electronic structure

CalCUIALIONS . . o e 7802

Yu. N. Gornostyrev, M. |. Katsnelson, N. I. Medvedeva, O. N. Mryasov, A. J. Freeman, and A. V. Trefilov
Approximate two-electron spin-orbit coupling term for density-functional-theory DFT calculations using the
Douglas-Kroll-Hess transformation . . .. ... ... 7809

J. C. Boettger

(Continued)



CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 62, NUMBER 12 15 SEPTEMBER 2000-II

Ab initio study of MF, (M =Mn, Fe, Co, Ni) rutile-type compounds using the periodic unrestricted Hartree-Fock

APPIOACKH . . ... 1816
Iberio de P. R. Moreira, Roberto Dovesi, Carla Roetti, Victor R. Saunders, and Roberto Orlando

Angle-resolved ultraviolet photoemission investigation of the electronic structure of ferromagnetig MnPt. . . . 7824
A. Borgschulte, F. J. Niebur, D. Menzel, and J. Schoenes

Electronic structure of GRuQ,: A comparison with the electronic structures of other ruthenates............ 7833
L. M. Woods

Ab initio pseudopotential calculation for TTF-TCNQ and TSeF-TCNQ. ... . ..o o i i e 7839
Shoji Ishibashi and Masanori Kohyama

Dynamics of a hole in a CuQplaquette: Electron energy-loss spectroscopy ¢€LIO, ...................... 7845

S. Atzkern, M. Knupfer, M. S. Golden, J. Fink, C. Waidacher, J. Richter, K. W. Becker, N. Motoyama,
H. Eisaki, and S. Uchida

Z, gauge theory of electron fractionalization in strongly correlated systems. .. ........ ... ..., 7850
T. Senthil and Matthew P. A. Fisher

Periodic Anderson model from the atomic limit: The optical conductivity of FeSi......................... 7882
M. E. Foglio and M. S. Figueira

Metal-insulator transitions in NdNigthin films . ... ... 7892
G. Catalan, R. M. Bowman, and J. M. Gregg

Ab initio calculation of the core-hole effect in the electron energy-loss near-edge structure . .............. 7901

Shang-Di Mo and W. Y. Ching

Mapping of the anomalous magnetotransport regime inat{{@EDT-TTF),MHg(SCN), (M= K, TI) organic

(o] o 15 {3 (o] £ 7908
M. M. Honold, N. Harrison, M. V. Kartsovnik, H. Yaguchi, J. Singleton, C. H. Mielke, N. D. Kushch,
M. Kurmoo, and P. Day

Multifractality and critical fluctuations at the Anderson transitian . ............. ... ... 7920
A. D. Mirlin and F. Evers

Charge-carrier transport in disordered organic solidS .. ...... .« . 7934
S. D. Baranovskii, H. Cordes, F. Hensel, and G. Leising

Infrared and Raman studies of the Verwey transition in magnetite. . ............ ... i, 7939
L. V. Gasparov, D. B. Tanner, D. B. Romero, H. Berger, G. Margaritondo, and L. Forro

Effect of pressure on free-ion and crystal-field parameters Bf RrLOCI (L=La, Pr, Gd) .................. 7945
C. Bungenstock, Th. Tster, and W. B. Holzapfel

Energy dependence of experimental Be Compton profiles. . ... 7956

S. Huotari, K. Handainen, S. Manninen, S. Kaprzyk, A. Bansil, W. Caliebe, T. Buslaps, V. Hornkima
and P. Suortti

Energy-loss structure in core-level photoemission satellites of SyT80MO;:La, and SITIQ:Nb .............. 7964
Shigemi Kohiki, Masao Arai, Hideki Yoshikawa, Sei Fukushima, Masaoki Oku, and Yoshio Waseda

3d resonant photoemission spectra at thelGeedge of CeRlR ... ... . 7970
H. Ogasawara, A. Kotani, P. Le ¥, D. Chandesris, and H. Magnan

Ab initio tight-binding description of morphology-dependent resonance in a bisphere. .................... 7976
H. Miyazaki and Y. Jimba

Real-space, real-time method for the dielectric function. .. ... .. 7998

G. F. Bertsch, J.-I. Iwata, Angel Rubio, and K. Yabana

Semiconductors |: bulk

Dynamics and polarization of group-Ill nitride lattices: A first-principles study. .. ......................... 8003
F. Bechstedt, Ulrike Grossner, and J. Furttiamu
Nucleation of hydrogen-induced platelets in silicon . ......... .. i e e e 8012

N. H. Nickel, G. B. Anderson, N. M. Johnson, and J. Walker

(Continued)



CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 62, NUMBER 12 15 SEPTEMBER 2000-II

Isochronal annealing studies pftype 6H-SiC with positron lifetime spectroscopy .. ... .. 8016
C. C. Ling, C. D. Beling, and S. Fung

Calculation of the Coulomb broadening of donor-acceptor pair emission in compensated semiconductars. ... 8023
P. Baume, M. Behringer, J. Gutowski, and D. Hommel

Nonergodic effects in the Coulomb glass: Specificheat . ....... ... ... . .. . . i, 8030

A. Diaz-Sachez, A. Mius, M. Ortlio, A. Neklioudov, and M. Schreiber
Zeeman effect of electronic Raman lines of acceptors in elemental semiconductors: Boron in blue diamond . 8038
Hyunjung Kim, Zdenka Barticevic, A. K. Ramdas, S. Rodriguez, M. Grimsditch, and T. R. Anthony

Photoluminescence spectroscopy of band-gap narrowimgtype ALGa AS . ..ot 8053
Subhasis Ghosh

Low-temperature positron diffusSion iN GaAS. . . . ...ttt 8058
T. Laine, K. Saarinen, and P. Hautoja

Feasibility of optically detected cyclotron resonance to study electron mobility in ultrapure GaAs. ......... 8062
M. Kozhevnikov

Anomalous crossover between thermal and shot noise in macroscopic diffusive conductors .............. 8068
G. Gomila and L. Reggiani

Phonon generation and decay in hydrogenated amorphous silicon. . ........... .. ... ... 8072

Marjolein van der Voort, Andrey V. Akimov, and Jaap |. Dijkhuis

Semiconductors II: surfaces, interfaces, microstructures, and related topics

Electronic structure of Sn/Si(1143Xv3: Indications of a low-temperature phase. ........................ 8082
R. I. G. Uhrberg, H. M. Zhang, T. Balasubramanian, S. T. Jemander, N. Lin, and G. V. Hansson

Surface phase diagram @x4) and(4X2) reconstructions of GaABOD) ........... ... .. .. 8087
W. G. Schmidt, S. Mirbt, and F. Bechstedt

Reflectance-difference spectroscopy of mixed arsenic-rich phases of gallium ar®@fide. .. ................ 8092
M. J. Begarney, L. Li, C. H. Li, D. C. Law, Q. Fu, and R. F. Hicks

Molecular-dynamics simulation of growth of nanocrystals in an amorphous matrix . ...................... 8098
J. K. Bording and J. Taftg

Correlated piecewise diffusion of a Ge ad-dimer on th@®@l) surface ............ ... ... 8104
Zhong-Yi Lu, Cai-Zhuang Wang, and Kai-Ming Ho

Formation of Wigner molecules in small quantum dots. .. ... . 8108
S. M. Reimann, M. Koskinen, and M. Manninen

Light-hole to heavy-hole acoustic phonon scattering rate . .. ... i e 8114
G. Sun, L. Friedman, and R. A. Soref

Diffusion Monte Carlo study of circular quantum dots. . .. ... .. e e e 8120
Francesco Pederiva, C. J. Umrigar, and E. Lipparini

Solution of the Schidinger equation for quantum-dot lattices with Coulomb interaction between the dots. . .. 8126
M. Taut

Two-channel versus infinite-channel Kondo models for the single-electron transistor. . ................... 8137
Gergely Zarad, Gergely T. Zimayi, and Frank Wilhelm

Charge and spin addition energies of a one-dimensional quantum dot. .. .......... ... ... ... .. 8144
T. Kleimann, M. Sassetti, B. Kramer, and A. Yacoby

Universality of the Kondo effect in a quantum dot out of equilibrium .. .......... ... ... ... ... ... ...... 8154
A. Kaminski, Yu. V. Nazarov, and L. I. Glazman

Numerical test of disk trial wave function for a half-filled Landau level .. ...... ... ... ... ... ... ... .. ... 8171
S.-R. Eric Yang, Min-Chul Cha, and Jung Hoon Han

Robust electrical spin injection into a semiconductor heterostructure. . . .......... ... . ... 8180
B. T. Jonker, Y. D. Park, B. R. Bennett, H. D. Cheong, G. Kioseoglou, and A. Petrou

Suppression of non-Poissonian shot noise by Coulomb correlations in ballistic conductors................ 8184

O. M. Bulashenko, J. M. Rupand V. A. Kochelap

(Continued)



CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 62, NUMBER 12 15 SEPTEMBER 2000-II

Generation of a difference harmonic in a biased superlattice. .. ........ .. .. i i 8192
A. V. Korovin, F. T. Vasko, and V. V. Mitin

Center-of-mass quantized exciton polariton states in bulk-GaAs microcavities. .. ........ ... ... .. ... ... 8199
A. Fainstein, B. Jusserand, P. Senellart, J. Bloch, V. Thierry-Mieg, and R. Planel

Local optical spectroscopy of semiconductor nanostructures in the linearregime. . ...................... 8204
Oskar Mauritz, Guido Goldoni, Elisa Molinari, and Fausto Rossi

Linear waveguides in photonic-crystal slahs . ... . e 8212
Steven G. Johnson, Pierre R. Villeneuve, Shanhui Fan, and J. D. Joannopoulos

Residual strain in Ge pyramids on(8Ll1) investigated by x-ray crystal truncation rod scattering. ............ 8223

Zoltan Kovats, Markus Rauscher, Hartmut Metzger, Johann Peisl,rRdganiago, Hans-Dieter Pfannes,
Jarg Schulze, Ignaz Eisele, Federico Boscherini, and Salvador Ferrer

Photoluminescence and radiative lifetime of trions in GaAs quantum wells. . ......... ... ... ... .. .. ... 8232
Axel Esser, Erich Runge, Roland Zimmermann, and Wolfgang Langbein
Sequential tunneling and spin degeneracy of zero-dimensional states. . . ............. ... ... ... ... ... ... 8240

M. R. Deshpande, J. W. Sleight, M. A. Reed, and R. G. Wheeler
Crossover from the chiral to the standard universality classes in the conductance of a quantum wire with random

NOPPING ONIY ..o e e 8249
Christopher Mudry, P. W. Brouwer, and Akira Furusaki
Transport in strongly driven heterostructures and bound-state-induced dynamic resonances.............. 8269

Wenijun Li and L. E. Reichl

Surface physics, low-dimensional systems, and related topics

Lowest-energy structure of gg), clusters and thermal effects. .. ........ ... . . i 8276
Wingham Zhang, Lei Liu, Jun Zhuang, and Yufen Li

Investigation of epitaxial arrangement and electronic structure of a Lg@®@ grown on an Mo$ surface .. ... 8281
K. lizumi, Y. Uchino, K. Ueno, A. Koma, K. Saiki, Y. Inada, K. Nagai, Y. lwasa, and T. Mitani

Diffusion studies in nonequilibrium systems with attractive interactions .. .......... .. ..., 8286
E. Arapaki, P. Argyrakis, and M. C. Tringides

Dissociation and sticking of {Hon the N{111), (100, and(110 substrate ..............coviiiiennnnen... 8295
Georg Kresse

TiO(00)) single-crystal film formation by the incorporation of oxygen from MgO into the deposited Ti film... 8306
T. Suzuki, R. Souda, W. Maus-Friedrichs, and V. Kempter

Nucleation and step flow on ultraflat Silicon. . . ... .. .. e 8313
Paul Finnie and Yoshikazu Homma

Opposite rumpling of the MgO and Ca@00 surfaces: A density-functional theory study. . ................. 8318
Dominic R. Alfonso, James A. Snyder, John E. Jaffe, Anthony C. Hess, and Maciej Gutowski

Electric-current-induced step bunching orf1Sil) .. ........ . i e 8323
Yoshikazu Homma and Noriyuki Aizawa

Crystallographic tilting during heteroepitaxial growth of rubidium iodide on mica. . .. ..................... 8330
F. J. Lamelas, May Xiong, and C. V. Sloane

Nucleation on top of islands in epitaxial growth. . .. ... 8338
Stefan Heinrichs, Xg Rottler, and Philipp Maass

Layer growth of methane on MgO: An adsorption isotherm study. . . .......... ... . ... . ... ... 8360
Andrea Freitag and J. Z. Larese

Ordered alloying of Pd with the M&G00) SUIfaCe . .......... it e e e e e 8366
D. Wu, W. K. Lau, Z. Q. He, Y. J. Feng, M. S. Altman, and C. T. Chan

Influence of thermal spikes on preferred grain orientation in ion-assisted deposition. ... .................. 8376
G. Carter

Crystallization of amorphous superlattices in the limit of ultrathin films with oxide interfaces............... 8391

M. Zacharias and P. Streitenberger

(Continued)



CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 62, NUMBER 12 15 SEPTEMBER 2000-II

Morphology evolution during the growth of strained-layer superlattices .. ........... ... ... .. ... .. ..... 8397
L. E. Shilkrot, D. J. Srolovitz, and J. Tersoff

Quantum computation using electrons trapped by surface acousticwaves. .. ............. ... ... . ... 8410

C. H. W. Barnes, J. M. Shilton, and A. M. Robinson
Coulomb blockade related to mutual Coulomb interaction in an external environment in an array of single tunnel

junctions connected t0 Ni NANOWITES. . . . . ottt e e e e e et e 8420
Junji Haruyama, Ken-ichiro Hijioka, Motohiro Tako, and Yuki Sato

First-principles study of electron transport through monatomic Aland Nawires. . ........................ 8430
Nobuhiko Kobayashi, Mads Brandbyge, and Masaru Tsukada

Disorder effects on second-harmonic generation from one-dimensional arrays of polarizable units. . . ... ... 8438

J. Cruz-Mandujano and Bernardo S. Mendoza
H* photodesorption processes induced by inner-shell excitation from defective hydrogenated diamond films

surfaces studied by synchrotron radiatiQn . . ... ... ... 8446
A. Hoffman, A. Laikhtman, G. Comtet, L. Hellner, and G. Dujardin
Instabilities of steps induced by the drift of adatoms and effect of the step permeability. ................. 8452

Masahide Sato, Makio Uwaha, and Yukio Saito
Relationship between adatom-induced surface resistivity and the wind force for adatom electromigration: A layer

Korringa-Kohn-ROSIOKEr StUY. . . . .. ..ot e e e e 8473
M. F. G. Hedouin and P. J. Rous
Wind force for adatom electromigration on heterogeneous surfaces . .. ... 8478

P. J. Rous and D. N. Bly
Sputtering of Au(111) induced by 16-keV Au cluster bombardment: Spikes, craters, late emission, and

fIUCTUALIONS . . . 8487
Thomas J. Colla, Ralf Aderjan, Rolf Kissel, and Herbert M. Urbassek

Pairing, m-bonding, and the role of nonlocality in a dense lithium monolayer. .. .......................... 8494
A. Bergara, J. B. Neaton, and N. W. Ashcroft

Geometry and electronic structures of magic transition-metal oxide clugtg®s (M=Fe, Co,and Ni ......... 8500

Q. Sun, M. Sakurai, Q. Wang, J. Z. Yu, G. H. Wang, K. Sumiyama, and Y. Kawazoe
Loss spectra of graphite-related systems: A multiwall carbon nanotube, a single-wall carbon nanotube bundle, and

APt LAY IS . o o 8508
F. L. Shyu and M. F. Lin

Electric-field profile and thermal properties in substrate-supported dielectric films . . ..................... 8517
Peter BloR, AimeS. DeReggi, and Hartmut Sdea

Electrodynamics of metal-dielectric composites and electromagnetic crystals. ........................... 8531

Andrey K. Sarychev, R. C. McPhedran, and Vladimir M. Shalaev

Cumulative AUThor INAEX . . ..o 8540



