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ON THE COVER: Ultralarge graphene—TiO, sheet composite obtained by the cross-link of separated single graphene nanosheets. A
noncovalent functionalization route has been developed for controlled synthesis of graphene-based TiO, sheet composite with
ultralarge lateral size through the cross-link of separated single graphene nanosheets. See page 27325.

Articles
Energy Conversion and Storage; Energy and Charge Transport

27183 DOI: 10.1021/jp506563;

Density Functional Theory Based Study of the Electron Transfer Reaction at the Lithium Metal Anode in a Lithium—Air
Battery with lonic Liquid Electrolytes
Saeed Kazemiabnavi, Prashanta Dutta, and Soumik Banerjee*®

27193 © DOI: 10.1021/jp5071709

Efficient Organic Solar Cells with Star-Shaped Small Molecules Comprising of Planar Donating Core and Accepting Edges
Sanghyun Paek, Hyeju Choi, Jangkeun Sim, Kihyoung Song, Jae Kwan Lee,* and Jaejung Ko*

27201 (<] DOI: 10.1021/jp507209h

Effect of Binder Content in Cu—In—Se Precursor Ink on the Physical and Electrical Properties of Printed CulnSe, Solar Cells
M. Buffiére,* A. E. Zaghi, N. Lenaers, M. Batuk, S. Khelifi, J. Drijkoningen, J. Hamon, A. Stesmans, J. Kepa, V. V. Afanas’ev,
J. Hadermann, J. D'Haen, J. Manca, J. Vleugels, M. Meuris, and J. Poortmans

27210 (<] DOL: 10.1021/jp507574e

New Insights on the Reversible Lithiation Mechanism of TiO,(B) by Operando X-ray Absorption Spectroscopy and X-ray
Diffraction Assisted by First-Principles Calculations

Marcus Fehse,* Mouna Ben Yahia, Laure Monconduit, Frédéric Lemoigno, Marie-Liesse Doublet, Florent Fischer, Cécile Tessier,
and Lorenzo Stievano*

27219 (5] DOI: 10.1021/jp507742j

Ambient Air Processing Causes Light Soaking Effects in Inverted Organic Solar Cells Employing Conjugated Polyelectrolyte
Electron Transfer Layer
Chang-Yong Nam*

27226 (5] DOI: 10.1021/jp5084373

Network Analysis of Photovoltaic Energy Conversion
Mario Einax* and Abraham Nitzan*

<7 ACS Publications 5A The Journal of Physical Chemistry C, Volume 118, Issue 47



27235 @ DOI: 10.1021/jp508561z

Coherent and Diffusive Time Scales for Exciton Dissociation in Bulk Heterojunction Photovoltaic Celis
K. Birgitta Whaley,* Aleksey A. Kocherzhenko, and Abraham Nitzan

27245 O DO 10.1021/jp509232m

Combined Computational and Experimental Study of Li Exchange Reaction at the Surface of Spinel LiMn,0, as a
Rechargeable Li-lon Battery Cathode
Masanobu Nakayama,* Hiroyuki Taki, Tomoaki Nakamura, Satoshi Tokuda, Randy Jalem, and Toshihiro Kasuga

27252 DOI: 10.1021/jp509446t

Exploring High-Pressure Structures of N,CO
Chunye Zhu, Qian Li, Yuanyuan Zhou, Miao Zhang, Shoutao Zhang, and Quan Li*

27258 DOk 10.1021/jp509477]

Bath Effect in Singlet Fission Dynamics
Guohua Tao*

27265 @ DOI: 10.1021/jp509708t

Decomposition Behavior of Eutectic LiBH,—Mg(BH,), and Its Confinement Effects in Ordered Nanoporous Carbon
Xiangfeng Liu,* David Peaslee, T. Patrick Sheehan, and Eric H. Majzoub*

27272 © DOI: 10.1021/jp5098102

Modulating the Exciton Dissociation Rate by up to More than Two QOrders of Magnitude by Contralling the Alignment of
LUMO + 1 in Organic Photovoltaics
Haibo Ma* and Alessandro Troisi*

Surfaces, Interfaces, Porous Materials, and Catalysis

27281 (5] DOI: 10.1021/jp503852t

Understanding the Effects of lon-Exchange in Titanosilicate ETS-10: A Joint Theoretical and Experimental Study
Mehmet Kog, Sezin Galiogly, Daniele Toffoli,* Hande Ustunel,* and Burcu Akata*

27292 © DO 10.1021/jp504453n

Radical Cation Intermediates in Propane Dehydrogenation and Propene Hydrogenation over H-[Fe] Zeolites
Jang Ho Yun and Raul F. Lobo*

27301 o DOI: 10.1021/jp506539n

Photoluminescence of Graphene Oxide Infiltrated into Mesoporous Silicon
llaria Rea,* Lucia Sansone, Monica Terracciano, Luca De Stefano, Principia Dardana, Michele Giordano, Anna Borriello, and
Maurizio Casalino

6A The Jousnal of Physical Chemistsy C. Volume 118, lssue 47



27308 @ DO!: 10.1021/jp5070853

Toward Modeling Clay Mineral Nanoparticies: The Edge Surfaces of Pyrophyllite and Their Interaction with Water
David M. S. Martins, Marco Molinari, Mario A. Gongalves, José P. Mirao, and Stephen C. Parker*

27318 DOI: 10.1021/jp5070962

Antiphase Boundaries Accumulation Forming a New Cg, Decoupled Crystallographic Phase on the Rutile TiO»(110)-(1 x 1)
Surface
Carlos Sanchez-Sanchez, José 1. Martinez, Valeria Lanzilotto, Javier Méndez, José A. Martin-Gago, and Maria F. Lopez*

27325 o DOI:10.1021/jp507173a

Noncovalently Functionalized Graph Directed Synthesis of Ultralarge Graphene-Based TiO, Nanosheet Composites:
Tunable Morphology and Photocatalytic Applications
Xiaoyang Pan, Min-Quan Yang, Zi-Rong Tang, and Yi-jun Xu*

27336 DOI: 10.1021/jp507207b

Acid—Base interaction and Its Role in Alkane Dissociative Chemisorption on Oxide Surfaces
Steeve Chrétien and Horia Metiu*

27343 <) DOI: 10.1021/jp507292v

Rutile Surface Reactivity Provides Insight into the Structure-Directing Role of Peroxide in TiO, Polymorph Control
Angi Song, Dapeng Jing, and Melissa A. Hines*

27353 (< ] DOI: 10.1021/jp5077966

New Insights into the Short-Range Structures of Microporous Titanosilicates As Revealed by 474°Ti, 22Na, *K, and 2°Si Solid-
State NMR Spectroscopy
Jun Xu, Bryan E. G. Lucier, Zhi Lin, Andre Sutrisno, Victor V. Terskikh, and Yining Huang*

27366 DOI 10.1021/jp507798j

Fabrication of Honeycomb Films Based on Aptamer and Binding Behavior Studies with Fluorophore-Labeled
Complementary Base Sequences
Dawei Fan, Xiulong Xia, Hongmin Ma, Yanfang Zhao, Guobao Li, Yan Li, Picheng Gao, Bin Du, and Qin Wei*

27372 e DOI: 10.1021/jp5080269

Reversible Oxidation of Graphene Through Ultraviolet/Ozone Treatment and lts Nonthermal Reduction through Ultraviolet
Irradiation
Yana Mulyana,* Mutsunori Uenuma, Yasuaki Ishikawa,* and Yukiharu Uracka

27382 (5] DOI: 10.1021/jp508381m

Zeolitic Imidazolate Framework-8 with High Efficiency in Trace Arsenate Adsorption and Removal from Water
Jie Li, Yi-nan Wu, Zehua Li, Bingru Zhang, Miao Zhu, Xiao Hu, Yiming Zhang, and Fengting Li*

7A The Journal of Physical Chemistry €, Volume 118, Issue 47



27388 [ <) DOI: 10.1021/jp508458y

Charge-Transfer-induced isomerization of DCNQ! on Cu(100) ;
Christian Urban, Yang Wang, Jonathan Rodriguez-Fernandez, M. Angeles Herranz, Manuel Alcami, Nazario Martin,
Fernando Martin, José M. Gallego,* Roberto Otero, and Rodolfo Miranda

27393 (<] DOI: 10.1021/jp508557w

Dynamics of the Photogenerated Hole at the Rutile TiO,(110)/Water Interface: A Nonadiabatic Simulation Study
Georgios A. Tritsaris, Dmitry Vinichenko, Grigory Kolesov, Cynthia M. Friend, and Efthimios Kaxiras*

27402 (<] DOI: 10.1021/jp508666¢

Kinetics and Thermodynamics of H,0 Dissociation on Reduced CeO,(111)
Heine A. Hansen* and Christopher Wolverton*

27415 @ DOl 10.1021/jp508882m

Increasing the Photocatalytic Activity of Anatase TiO, through B, C, and N Doping
Christopher L. Muhich, Jay Y. Westcott IV, Thomas Fuerst, Alan W. Weimer, and Charles B. Musgrave*

27428 @ DOI: 10.1021/jp509013p

Local Characterization of Ultrathin ZnO Layers on Ag(111) by Scanning Tunneling Microscopy and Atomic Force
Microscopy

Akitoshi Shiotari, Bo Hong Liu, Simon Jaekel, Leonhard Grill, Shamil Shaikhutdinov, Hans-Joachim Freund, Martin Wolf, and
Takashi Kumagai*

27436 (< ] DOI: 10.1021/jp509228v

Adsorption of C;H,; on Stepped Cu(410) Surface: A Combined TPD, FTIR, and DFT Study
Takamasa Makino, Michio Okada,* and Anton Kokalj*

27449 © DOl 10.1021/jp509268t

Electropolymerization of Aniline onto Anodic WO, Film: An Approach to Extend Polyaniline Electroactivity Beyond pH 7
Zejun Chen, Huiling Lv, Xufei Zhu, Dongdong Li,* Shaoyu Zhang, Xiaoyuan Chen, and Ye Song*

27459 @O DOI: 10.1021/jp5093465

Conjugation of Gold Nanorods with Bovine Serum Albumin Protein
Sharmine Alam and Ashis Mukhopadhyay*

27465 DOI: 10.1021/jp509610x

Dynamic Observation of Confined Molecules in Self-Assembled Molecular Corrals
Masaru Shimomura,* Ai iwanabe, and Takashi Kiyose

BA The Journal of Physical Chemistry C, Volume 118, Issue 47



27470 © DOI: 10.1021/jp509672¢

Adsorption and Diffusion of Light Hydrocarbons in Ui0-66(Zr): A Combination of Experimental and Modeling Tools
N. A. Ramsahye,* J. Gao, H. Jobic, P. L. Liewellyn, Q. Yang,* A. D. Wiersum, M. M. Koza, V. Guillerm, C. Serre, C. L. Zhong, and
G. Maurin

27483 © DOI: 10.1021/jp509785d

Distance-Dependent Radiation Chemistry: Oxidation versus Hydrogenation of CO in Electron-irradiated H,0/CO/H,0 ices
Nikolay G. Petrik,* Rhiannon J. Monckton, Sven P. K. Koehler, and Greg A. Kimmel*

27493 © DOI: 10.1021/jp509958d

Probing the Multiple Structures of Vaterite through Combined Computational and Experimental Raman Spectroscopy
Marco De La Pierre, Raffaella Demichelis,* Ursula Wehrmeister, Dorrit E. Jacob, Paolo Raiteri, Julian D. Gale, and Roberto Orlando

Plasmonics, Optical Materials, and Hard Matter

27502 © DOI: 10.1021/jp5080048

Ice Carbons
Hui-Yan Zhao, Jing Wang, Xiu-Jie Su, Dong-Bo Zhang, and Ying Liu*

27509 © DO!: 10.1021/jp508629d

Reflection and Absorption Spectra of Silver Nanocubes on a Dielectric Substrate: Anisotropy, Angle, and Polarization
Dependencies
Adam Bottomiey and Anatoli lanoul*

27516 DOI: 10.1021/jp508773t

Synthesis and Luminescence Properties of YNbO,:A (A = Eu®* and/or Th**) Nanocrystalline Phosphors via a Sol-Gel Process
Xiaoming Liu, Ying Lii, Chen Chen, Shenglian Luo,* Yuehua Zeng, Xiaogian Zhang, Mengmeng Shang, Chunxia Li, and Jun Lin*

27525 DOI: 10.1021/jp509082¢

Frequency-Resolved Nanoscale Chemical imaging of 4,4’-Dimercaptostilbene on Silver
Patrick Z. El-Khoury,* Tyler W. Ueltschi, Amanda L. Mifflin, Dehong Hu, and Wayne P. Hess*

27531 (< ] DOI: 10.1021/jp5099975

Dependence of Plasmonic Properties on Electron Densities for Various Coupled Au Nanostructures
Chihao Liow, Fanben Meng, Xiaodong Chen, and Shuzhou Li*

Physical Processes in Nanomaterials and Nanostructures

27533 © DO 10.1021/jp5081884

Photoswitching of Conductance through Salicylidene Methylamine
Aleksandar Staykov,* Motonori Watanabe, Tatsumi Ishihara, and Kazunari Yoshizawa

9A The Journal of Physical Chemistry C, Volume 118, fssue 47



27549 © DOl 10.1021/jp508990s

On-Surface Reaction between Tetracarbonitrile-Functionalized Molecules and Copper Atoms
Elena Nardi,* Long Chen, Sylvain Clair, Mathieu Koudia, Luca Giovanelli, Xinliang Feng, Klaus Miillen, and Mathieu Abel*

27554 DOI: 10.1021/jp509035f

Raman Scattering Study of Cu;5nS, Colloidal Nanocrystals
Volodymyr M. Dzhagan,* Alexander P. Litvinchuk, Marta Kruszynska, Joanna Kolny-Olesiak, Mykhailo Ya. Valakh, and
Dietrich R. T. Zahn

27559 @ DOI: 10.1021/jp509154j

Pressure-Induced Reactivity in the Emeraldine Salt and Base Forms of Polyaniline Probed by FTIR and Raman
Marcelo M. Nobrega, Matteo Ceppatelii, Marcia L. A. Temperini,* and Roberto Bini

27567 (<] DOI: 10.1021/jp509242r

Simultaneous Creation and Recovery of Trap States on Quantum Dots in a Photoirradiated CdSe—ZnO System
Karel Zidek, Kaibo Zheng, Mohamed Abdellah, Pavel Chabera, Tonu Pullerits,* and Masanori Tachyia*

27574 DOIL: 10.1021/jp509260c

Dissociative Adsorption of_ Molecules on Graphene and Silicene
H. Hakan Giirel, V. Ongun Ozcelik, and S. Ciraci*

27583 © DOI: 10.1021/jp5092619
Real-Time in Situ Monitoring of Optical Absorption Changes in Visible-Light-Active TiO, under Light Irradiation and

e-Prog d Annealing

Vyacheslav N. Kuznetsov,* Alexei V. Emeline, Nadezhda |. Glazkova, Ruslan V. Mikhaylov, and Nick Serpone*

27594 DOI: 10.1021/jp509659p

Oxidation of a Graphite Surface: The Role of Water
D. W. Boukhvalov*

27599 (<] DOI: 10.1021/jp509972m

Quantum Chemical Investigation of Calix[4]arene-Based Radicals with Bis(biphenylene)methyl Linkers as Precursors of Spin
Glass and Superparamagnets
Arun K. Pal and Sambhu N. Datta*

@ Supporting Information available via online article

0A The Journal of Physical Chemistry C, Valume 118, fssuc 47



