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ON THE COVER: The experimental prediction and theoretical confirmation of persistent ion pairing between hydronium and
chloride provides a unified description of the molecular structure of concentrated HCI solutions. See page 7211.

Feature Article

7211 dx.doi.org/10.1021/jp501091h
Persistent lon Pairing in Aqueous Hydrochloric Acid
Marcel D. Baer, John L. Fulton, Mahalingam Balasubramanian, Gregory K. Schenter, and Christopher J. Mundy*

Articles

Biophysical Chemistry and Biomolecules

721 © dx.doi.org/10.1021/jp500539w

Triplet Excited State Energies and Phosphorescence Spectra of (Bacterio)Chlorophylls
Daniel A. Hartzler, Dariusz M. Niedzwiedzki, Donald A. Bryant, Robert E. Blankenship, Yulia Pushkar, and Sergei Savikhin*

7233 (<) dx.doi.org/10.1021/jp500955z

Detailed Microscopic Unfolding Pathways of an a-Helix and a g-Hairpin: Direct Observation and Molecular Dynamics
Gouri S. Jas,* Wendy A. Hegefeld, C. Russell Middaugh, Carey K. Johnson, and Krzysztof Kuczera*

7247 (<) dx.doi.org/10.1021/jp502473s

Factors That Drive Peptide Assembly from Native to Amyloid Structures: Experimental and Theoretical Analysis of [Leu-5]-
Enkephalin Mutants

Thanh D. Do, Nichole E. LaPointe, Smriti Sangwan, David B. Teplow, Stuart C. Feinstein, Michael R. Sawaya, David S. Eisenberg,
and Michael T. Bowers*

7257 () dx.doi.org/10.1021/jp5025262
Design, Synthesis, Physicochemical Studies, Solvation, and DNA Damage of Quinoline-Appended Chalcone Derivative:
Comprehensive Spectroscopic Approach toward Drug Discovery

Himank Kumar, Anjan Chattopadhyay, R. Prasath, Vinod Devaraji, Ritika Joshi, P. Bhavana, Praveen Saini, and

Sujit Kumar Ghosh*

< ACS Publications 5A The Journal of Physical Chemistry B, Volume 118, Issue 26



7267 e dx.doi.org/10.1021/jp5030944

Temperature Induced Morphological Transitions from Native to Unfolded Aggregated States of Human Serum Albumin
Nirmal Kumar Das, Narayani Ghosh, Ajit Prabhakar Kale, Ramakanta Mondal, Uttam Anand, Subhadip Ghosh,
Virendra Kumar Tiwari, Manmohan Kapur,* and Saptarshi Mukherjee*

7277 (<) dx.doi.org/10.1021/jp503382j

Alkaline Hydrolysis of Organophosphorus Pesticides: The Dependence of the Reaction Mechanism on the Incoming Group
Conformation
Edyta Dyguda-Kazimierowicz,* Szczepan Roszak, and W. Andrzej Sokalski

7290 (<} dx.doi.org/10.1021/jp503629v

Photochemistry of a Dual-Bacteriorhodopsin System in Haloarcula marismortui: HmbRI and HmbRH
Fu-Kuo Tsai, Hsu-Yuan Fu, Chii-Shen Yang, and Li-Kang Chu*

7302 o dx.doi.org/10.1021/jp503668k

Structure and Dynamics Analysis on Plexin-B1 Rho GTPase Binding Domain as a Monomer and Dimer
Liqun Zhang,* Thomas Centa, and Matthias Buck

7312 [<) - dx.doi.org/10.1021/jp503742p

Combining Classical MD and QM Calculations to Elucidate Complex System Nucleation: A Twisted, Three-Stranded, Parallel
p-Sheet Seeds Amyloid Fibril Conception
Miguel Mompean,* Carlos Gonzalez, Enrique Lomba, and Douglas V. Laurents*

7317 [< ] dx.doi.org/10.1021/jp503788r

Dynamics and Rigidity in an Intrinsically Disordered Protein, f-Casein
Stefania Perticaroli,* Jonathan D. Nickels,* Georg Ehlers, Eugene Mamontov, and Alexei P. Sokolov

7327 © dx.doi.org/10.1021/jp504065¢

Direct Osmolyte—Macromolecule Interactions Confer Entropic Stability to Folded States
Francisco Rodriguez-Ropero and Nico F. A. van der Vegt*

7335 o dx.doi.org/10.1021/jp5040954

Activity and Architecture of Pyroglutamate-Modified Amyloid-# (Afi,c3.4;) Pores
Alan L. Gillman, Hyunbum Jang, Joon Lee, Srinivasan Ramachandran, Bruce L. Kagan, Ruth Nussinov, and Fernando Teran Arce*

Biomaterials, Surfactants, and Membranes

7345 o dx.doi.org/10.1021/jp406883k

Dehydroergosterol as an Analogue for Cholesterol: Why It Mimics Cholesterol So Well—or Does It?
Mohsen Pourmousa, Tomasz Rég, Risto Mikkeli, lipo Vattulainen, Lukasz M. Solanko, Daniel Wiistner, Nanna Holmgaard List,
Jacob Kongsted, and Mikko Karttunen*

6A The Journal of Physical Chemistry B, Volume 118, Issue 26



Liquids; Chemical and Dynamical Processes in Solution

7358 [5) dx.doi.org/10.1021/jp410854b

Solvatochromism in a Pyridinium Cyclopentadienylide: Insights from a Sequential Car—Parrinello QM/MM and TD-DFT/
Semicontinuum Approach
N. Arul Murugan*

7367 [<] dx.doi.org/10.1021/jp501075g
A Combined Theoretical and Experimental Study of the Influence of Different Anion Ratios on Lithium lon Dynamics in
fonic Liquids

Volker Lesch,* Sebastian Jeremias, Arianna Moretti, Stefano Passerini,* Andreas Heuer,* and Oleg Borodin

7376 (<] dx.doi.org/10.1021/jp5020725

Structure and Supersaturation of Highly Concentrated Solutions of Buckyball in 1-Butyl-3-Methylimidazolium
Tetrafluoroborate
Eudes Eterno Fileti and Vitaly V. Chaban*

7383 dx.doi.org/10.1021/jp502425a
Contribution of the Acetate Anion to CO, Solubility in lonic Liquids: Theoretical Method Development and Experimental
Study

Wei Shi,* Robert L. Thompson, Erik Albenze, Janice A. Steckel, Hunaid B. Nulwala, and David R. Luebke

7395 dx.doi.org/10.1021/jp504460q

Vibrational Lifetimes of Cyanide lon in Aqueous Solution from Molecular Dynamics Simulations: Intermolecular vs
Intramolecular Accepting Modes
Surma Talapatra and Eitan Geva*

Glasses, Colloids, Polymers, and Soft Matter

7405 © dxdoi.org/10.1021/jp502015g

Interaction and Aggregation of Charged Platelets in Electrolyte Solutions: A Coarse-Graining Approach
Axel Thuresson,* Magnus Uliner, and Martin Turesson*

7414 <] dx.doi.org/10.1021/jp502270h

Time-Resolved Fourier Transform Infrared Spectroscopy, Gravimetry, and Thermodynamic Modeling for a Molecular Level
Description of Water Sorption in Poly(e-caprolactone)
Pellegrino Musto,* Michele Galizia, Marianna Pannico, Giuseppe Scherillo, and Giuseppe Mensitieri

7430 [ <) dx.doi.org/10.1021/jp502898a

Size and Phase Control of Cubic Lyotropic Liquid Crystal Nanoparticles
Terence E. Hartnett, Katharina Ladewig, Andrea J. O'Connoy, Patrick G. Hartley, and Keith M. McLean*

7A The Journal of Physical Chermistry B, Volume 118, Issue 26



7440 (<] dx.doi.org/10.1021/jp503259b

Highly Selective Separation of Carbon Dioxide from Nitrogen and Methane by Nitrile/Glycol-Difunctionalized lonic Liquids
in Supported lonic Liquid Membranes (SILMs)
Sandra D. Hojniak, lan P. Silverwood, Asim Laeeq Khan, ivo F. J. Vankelecom, Wim Dehaen, Sergei G. Kazarian,* and

Koen Binnemans*

7450 @ dx.doi.org/10.1021/jp504317]

Amplification of Hofmeister Effect by Alcohols
Yun Xu and Guangming Liu*

© Supporting Information available via online article

BA The Journal of Physical Chemistry B, Volume 118, Issue 26



