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Jacob L. Jones, and Kyle G. Webber

Density functional simulations of hexagonal Ge2Sb2Te5 at high pressure (12 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . 094117

Sebastiano Caravati, Gabriele C. Sosso, Marco Bernasconi, and Michele Parrinello

First-principles study of iron oxyfluorides and lithiation of FeOF (9 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094118

Vincent L. Chevrier, Geoffroy Hautier, Shyue Ping Ong, Robert E. Doe, and Gerbrand Ceder

Inhomogeneous, disordered, and partially ordered systems

Chemical ordering rather than random alloying in SbAs (9 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094201

Daniel P. Shoemaker, Thomas C. Chasapis, Dat Do, Melanie C. Francisco, Duck Young Chung,
S. D. Mahanti, Anna Llobet, and Mercouri G. Kanatzidis

Localization in coupled heterogeneously disordered transport channels on the Bethe lattice (9 pages) . . . . . . . . . . . 094202

Hong-Yi Xie and M. Müller

Dynamics, dynamical systems, lattice effects:

Semiclassical polaron dynamics of impurities in ultracold gases (4 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094301

David Dasenbrook and Andreas Komnik

Dynamic electron localization initiated by particle-bath coupling (8 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094302

Guangqi Li, Bijan Movaghar, and Mark A. Ratner

Relationship of thermal boundary conductance to structure from an analytical model plus molecular dynamics
simulations (17 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094303

Xiao Wang Zhou, Reese E. Jones, Christopher James Kimmer, John C. Duda, and Patrick E. Hopkins

Accelerated molecular dynamics through stochastic iterations and collective variable based basin
identification (6 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094304

Pratyush Tiwary and Axel van de Walle

Magnetism

Pressure effects on the magnetoelectric properties of a multiferroic triangular-lattice antiferromagnet
CuCrO2 (5 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094401

Takuya Aoyama, Atsushi Miyake, Tomoko Kagayama, Katsuya Shimizu, and Tsuyoshi Kimura

(Continued)

The editors and referees of PRB find these papers to be of particular interest, importance, or clarity. Please see our Announcement Phys. Rev. B 77, 130001 (2008).



PHYSICAL REVIEW BTM

For editorial and subscription correspondence,

please see inside front cover

(ISSN: 1098-0121)

PERIODICALS
Postmaster send address changes to:

APS Subscription Services
P.O. Box 41

Annapolis Junction, MD 20701

THIRD SERIES, VOLUME 87, NUMBER 9 CONTENTS MARCH 2013-1(I)

ARTICLES

Structure, structural phase transitions, mechanical properties, defects

Relaxor behavior of CaxBa1−xNb2O6 (0.18 � x � 0.35) tuned by Ca/Ba ratio and investigated by resonant
ultrasound spectroscopy (7 pages) . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . . 094101

Chandra Shekhar Pandey, Jürgen Schreuer, Manfred Burianek, and Manfred Mühlberg
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