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L. Österlund, I. Zoric´, and B. Kasemo
Operator ordering and boundary conditions for valence-band modeling: Application to@110# heterostructures. . . . . 15 456

Paul N. Stavrinou and Rob van Dalen
Radiation-induced photoluminescence quenching of phenylene vinylene oligomer thin films. . . . . . . . . . . . . . . . . . . 15 460

V.-E. Choong, Y. Park, B. R. Hsieh, and Y. Gao
Si 2p core-level shifts at the As/Si~001! and Sb/Si~001! surfaces . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 464

Jun-Hyung Cho, Myung-Ho Kang, and Kiyoyuki Terakura
Ab initio molecular-orbital study on the surface reactions of methane and silane plasma chemical vapor
deposition . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 467

Kota Sato, Hitoshi Haruta, and Yukinobu Kumashiro

ARTICLES

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

Magnetothermal conductivity of La0.8Ca0.2MnO3 . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 471
Baoxing Chen, A. G. Rojo, C. Uher, H. L. Ju, and R. L. Greene

CONTENTS - Continued

PHYSICAL REVIEW B THIRD SERIES, VOLUME 55, NUMBER 23 15 JUNE 1997-I

(Continued)

prb/v55/i23/p15405/s1
prb/v55/i23/p15408/s1
prb/v55/i23/p15412/s1
prb/v55/i23/p15416/s1
prb/v55/i23/p15420/s1
prb/v55/i23/p15423/s1
prb/v55/i23/p15427/s1
prb/v55/i23/p15431/s1
prb/v55/i23/p15434/s1
prb/v55/i23/p15438/s1
prb/v55/i23/p15441/s1
prb/v55/i23/p15444/s1
prb/v55/i23/p15448/s1
prb/v55/i23/p15452/s1
prb/v55/i23/p15456/s1
prb/v55/i23/p15460/s1
prb/v55/i23/p15464/s1
prb/v55/i23/p15467/s1
prb/v55/i23/p15471/s1


Spectral functions of the one-dimensional Hubbard model in theU→1` limit: How to use the factorized wave
function . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 475

Karlo Penc, Karen Hallberg, Fre´déric Mila, and Hiroyuki Shiba
Determination of electronic band structures of CaMnO3 and LaMnO3 using optical-conductivity analyses. . . . . . . 15 489

J. H. Jung, K. H. Kim, D. J. Eom, T. W. Noh, E. J. Choi, Jaejun Yu, Y. S. Kwon, and Y. Chung
Orbital and charge ordering in Pr12xCaxMnO3 ~x50 and 0.5! from theab initio calculations . . . . . . . . . . . . . . . . . . 15 494

V. I. Anisimov, I. S. Elfimov, M. A. Korotin, and K. Terakura
Phase transition in LiVO2 studied by near-edge x-ray-absorption spectroscopy. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 500

H. F. Pen, L. H. Tjeng, E. Pellegrin, F. M. F. de Groot, G. A. Sawatzky, M. A. van Veenendaal, and
C. T. Chen

Collective excitations in the Penson-Kolb model: A generalized random-phase-approximation study. . . . . . . . . . . . . 15 506
G. K. Roy and Bibhas Bhattacharyya

Electrical-conductivity calculation inab initio simulations of metals: Application to liquid sodium. . . . . . . . . . . . . . 15 515
Pier Luigi Silvestrelli, Ali Alavi, and Michele Parrinello

Theory of screening of the phonon-modulated spin-orbit interaction in metals. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 523
Claudio Grimaldi and Peter Fulde

Electronic structure of Ni3Al and NiAl3 alloys: X-ray-absorption fine-structure analysis. . . . . . . . . . . . . . . . . . . . . 15 531
A. N. Mansour, A. Dmitrienko, and A. V. Soldatov

Energy components in a lattice of ions and dipoles: Application to the K~THF! xC24 compounds (x51,2) . . . . . . . . 15 537
A. Charlier, R. Setton, and M.-F. Charlier

Tests of a density-based local pseudopotential for sixteen simple metals. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 544
L. Pollack, J. P. Perdew, J. He, M. Marques, F. Nogueira, and C. Fiolhais

Composite-fermion Hall conductance atn5 1
2 . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 552

S. A. Kivelson, D-H. Lee, Y. Krotov, and J. Gan
Proper reduction scheme to an extendedt-J model and the hole dispersion in Sr2CuO2Cl2 . . . . . . . . . . . . . . . . . . . . 15 562

V. Yu. Yushankhai, V. S. Oudovenko, and R. Hayn

Semiconductors I: bulk

(CAs)2-hydrogen defects in GaAs: A first-principles study. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 576
J. P. Goss, R. Jones, S. O¨ berg, and P. R. Briddon

Arsenic interstitials and interstitial complexes in low-temperature grown GaAs. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 581
J. I. Landman, C. G. Morgan, J. T. Schick, P. Papoulias, and A. Kumar

Space-charge-limited currents due to large polarons. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 587
M. N. Bussac and L. Zuppiroli

Propagating high-electric-field domains in semi-insulating GaAs: Experiment and theory. . . . . . . . . . . . . . . . . . . . 15 591
F. Piazza, P. C. M. Christianen, and J. C. Maan

Shallow electron states of bounded intrinsic stacking faults in silicon. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 601
Niklas Lehto

Temperature dependence of energies and broadening parameters of the band-edge excitons of ReS2 and ReSe2 . . . 15 608
C. H. Ho, P. C. Liao, Y. S. Huang, and K. K. Tiong

Coherent TO phonon relaxation in GaAs and InP. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 614
F. Ganikhanov and F. Valle´e

Luminescence in amorphous siliconp- i -n diodes under double-injection dispersive-transport-controlled
recombination . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 619

Daxing Han, Keda Wang, Chenan Yeh, Liyou Yang, Xunming Deng, and Bolko Von Roedern
Thermoelastic and electronic strain contributions to the frequency transmission photoacoustic effect in
semiconductors. . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 15 631
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