
 

Larger Cover  

February 7, 2013 

Volume 117, Issue 5 

Pages 793-966 

Kinetics and Dynamics 

Gas Phase Kinetics and Equilibrium of Allyl Radical Reactions with NO and NO2 
Matti P. Rissanen, Damien Amedro, Lev Krasnoperov, Paul Marshall, and Raimo S. Timonen  

pp 793–805 

Publication Date (Web): January 11, 2013 (Article) 

DOI: 10.1021/jp308621f 

Section: 

Physical Organic Chemistry 

Reactions of CO2 with Aqueous Piperazine Solutions: Formation and 

Decomposition of Mono- and Dicarbamic Acids/Carbamates of Piperazine at 

25.0 °C 
William Conway, Debra Fernandes, Yaser Beyad, Robert Burns, Geoffrey Lawrance, Graeme Puxty, and 

Marcel Maeder  

pp 806–813 

Publication Date (Web): January 3, 2013 (Article) 

DOI: 10.1021/jp310560b 

Section: 

Physical Organic Chemistry 

http://pubs.acs.org/journal/jpcafh
http://pubs.acs.org/action/showLargeCover?jcode=jpcafh&vol=117&issue=5
http://cas.org/
http://cas.org/


Experimental and Computational Study of the Gas-Phase Reaction of O(1D) 

Atoms with VF5 
Asylkhan A. Rakhymzhan, Alexey I. Chichinin, Vitaly G. Kiselev, and Nina P. Gritsan  

pp 814–820 

Publication Date (Web): January 14, 2013 (Article) 

DOI: 10.1021/jp3117616 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

HO + CO Reaction Rates and H/D Kinetic Isotope Effects: Master Equation 

Models with ab Initio SCTST Rate Constants 
Ralph E. Weston, Jr., Thanh Lam Nguyen, John F. Stanton, and John R. Barker  

pp 821–835 

Publication Date (Web): January 14, 2013 (Article) 

DOI: 10.1021/jp311928w 

Section: 

Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms 

Spectroscopy, Photochemistry, and Excited States 

Photophysical and Electrochemical Investigations of the Fluorescent Probe, 

4,4′-Bis(2-benzoxazolyl)stilbene 
M. Amine Fourati, W. G. Skene, C. Géraldine Bazuin, and Robert E. Prud’homme  

pp 836–844 

Publication Date (Web): January 10, 2013 (Article) 

DOI: 10.1021/jp312598c 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

N–H Stretching Vibrations of Guanosine–Cytidine Base Pairs in Solution: 

Ultrafast Dynamics, Couplings, and Line Shapes 
Henk Fidder, Ming Yang, Erik T. J. Nibbering, Thomas Elsaesser, Katharina Röttger, and Friedrich Temps  

pp 845–854 

Publication Date (Web): January 14, 2013 (Article) 

DOI: 10.1021/jp309237u 

http://cas.org/
http://cas.org/
http://cas.org/


Section: 

General Biochemistry 

Matrix Isolation of the Elusive Fluorocarbonylsulfenyl Fluoride Molecule 

FC(O)SF 
Melina V. Cozzarín, Rosana M. Romano, Helge Willner, and Carlos O. Della Védova  

pp 855–862 

Publication Date (Web): December 25, 2012 (Article) 

DOI: 10.1021/jp309310n 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

Cob(I)alamin: Insight Into the Nature of Electronically Excited States 

Elucidated via Quantum Chemical Computations and Analysis of Absorption, 

CD and MCD Data 
Karina Kornobis, Kenneth Ruud, and Pawel M. Kozlowski  

pp 863–876 

Publication Date (Web): January 2, 2013 (Article) 

DOI: 10.1021/jp310446c 

Section: 

General Physical Chemistry 

Oxidation of Bromide Ions by Hydroxyl Radicals: Spectral Characterization of 

the Intermediate BrOH•– 
Isabelle Lampre, Jean-Louis Marignier, Malaknaz Mirdamadi-Esfahani, Pascal Pernot, Pierre Archirel, and 

Mehran Mostafavi  

pp 877–887 

Publication Date (Web): January 8, 2013 (Article) 

DOI: 10.1021/jp310759u 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

Influence of Cage Confinement on the Photochemistry of Matrix-Isolated E-β-

Ionone: FT-IR and DFT Study 
A. Kaczor, I. Reva, and R. Fausto  

http://cas.org/
http://cas.org/
http://cas.org/
http://cas.org/


pp 888–897 

Publication Date (Web): January 10, 2013 (Article) 

DOI: 10.1021/jp310764u 

Section: 

Physical Organic Chemistry 

Ultrafast Excited State Dynamics of Allopurinol, a Modified DNA Base 
Juan P. Villabona-Monsalve, Rosa E. Islas, William Rodríguez-Córdoba, Spiridoula Matsika, and Jorge 

Peón  

pp 898–904 

Publication Date (Web): January 17, 2013 (Article) 

DOI: 10.1021/jp3107815 

Section: 

Physical Organic Chemistry 

Experimental Measurement and Theoretical Assessment of Fast Lanthanide 

Electronic Relaxation in Solution with Four Series of Isostructural Complexes 
Alexander M. Funk, Pascal H. Fries, Peter Harvey, Alan M. Kenwright, and David Parker  

pp 905–917 

Publication Date (Web): December 21, 2012 (Article) 

DOI: 10.1021/jp311273x 

Section: 

Magnetic Phenomena 

Ultrafast Long-Distance Excitation Energy Transport in Donor–Bridge–

Acceptor Systems 
Guillaume Duvanel, Jakob Grilj, and Eric Vauthey  

pp 918–928 

Publication Date (Web): January 17, 2013 (Article) 

DOI: 10.1021/jp311540x 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

http://cas.org/
http://cas.org/
http://cas.org/
http://cas.org/


Characterization of a Solvent-Separated Ion-Radical Pair in Cationized Water 

Networks: Infrared Photodissociation and Ar-Attachment Experiments for 

Water Cluster Radical Cations (H2O)n+ (n = 3–8) 
Kenta Mizuse and Asuka Fujii  

pp 929–938 

Publication Date (Web): January 18, 2013 (Article) 

DOI: 10.1021/jp311909h 

Section: 

Radiation Chemistry, Photochemistry, and Photographic and Other Reprographic Processes 

Molecular Structure, Quantum Chemistry, and General Theory 

Evaluation of Absolute Hardness: A New Approach 
Siamak Noorizadeh and Hadi Parsa  

pp 939–946 

Publication Date (Web): January 29, 2013 (Article) 

DOI: 10.1021/jp308137w 

Section: 

General Physical Chemistry 

Modeling Noncovalent Radical–Molecule Interactions Using Conventional 

Density-Functional Theory: Beware Erroneous Charge Transfer 
Erin R. Johnson, Michela Salamone, Massimo Bietti, and Gino A. DiLabio  

pp 947–952 

Publication Date (Web): January 16, 2013 (Article) 

DOI: 10.1021/jp3084309 

Section: 

Physical Organic Chemistry 

Cryogenic Ion Mobility-Mass Spectrometry Captures Hydrated Ions Produced 

During Electrospray Ionization 
Joshua A. Silveira, Kelly A. Servage, Chaminda M. Gamage, and David H. Russell  

pp 953–961 

Publication Date (Web): January 16, 2013 (Article) 

DOI: 10.1021/jp311278a 

http://cas.org/
http://cas.org/
http://cas.org/


Section: 

Optical, Electron, and Mass Spectroscopy and Other Related Properties 

Origin and Nature of Bond Rotation Barriers: A Unified View 
Shubin Liu  

pp 962–965 

Publication Date (Web): January 17, 2013 (Article) 

DOI: 10.1021/jp312521z 

 

 

http://cas.org/
http://cas.org/

