Collaborative Annual Workshop Program
Surf and Sand Hotel — Laguna Beach, CA
January 20-21, 2010
AGENDA
Wednesday January 20, 2010

8:30 am — Opening session begins

Barbara Finlayson-Pitts
Welcome and Introduction


Session Chair:     Donald Dabdub Presiding

8:45 to 9:25 — Charlie Weschler; “Interfacial Chemistry Moves Indoors:  O3-Initiated Reactions on Indoor Surfaces Including the Human Envelope”
9:25 to 9:45 — Pavel Jungwirth; “Alkyl Chain Oxidation in Self-Assembled Bilayers Leads to Chain Reorientation and Pore Creation”

9:45 to 10:00 — Christopher Dilbeck and Barbara Finlayson-Pitts; “Oxidation of Phospholipids on Mimics for Sea Salt”


10:00 to 10:30 — Break


Session Chair:     John Hemminger Presiding

10:30 to 11:10 — Jonathan Abbatt; “Heterogeneous Oxidation of Organic and Halide Surfaces: Product Yields and Changes in Hygroscopicity”

11:10 to 11:25 — Sergey Nizkorodov and Christopher Harmon; “Water Uptake by Size-Selected SDS/NaCl Nanoparticles”

11:25 to 11:45 — Martina Roeselová; “Adsorption of Water on Hydrophobic/Hydrophilic Organic Surfaces by Molecular Simulations”


11:45 to 1:15 — Catered lunch

Session Chair:     Sergey Nizkorodov Presiding

1:15 to 1:55 — Mary Shultz; “Aqueous Surface Hydrogen Bonding: Insights from Ice and Ions”

1:55 to 2:15 — Sotiris Xantheas; “The Performance of DFT for Various Hydrogen Bonded Systems”

2:15 to 2:45 — R. Benny Gerber; “Atmospherically Relevant Molecular Reactions on Water Surfaces and at Ice Particles: Models and Dynamics Simulations” 

2:45 to 3:00 — Daniel Packwood and Leon Phillips; “Insights into Gas-Liquid Collision Dynamics from a Novel Statistical Theory”


3:00 to 3:45 — Break and group photo


Session Chair:    Filipp Furche Presiding

3:45 to 4:25 — Martin Head-Gordon; “Quantum Chemistry for Intermolecular Interactions:  Accuracy and Insight”

4:25 to 5:05 — Bernd Winter; “Probing the Structure and Composition of the Aqueous Solution Interface by X-Ray Photoelectron Spectroscopy"

5:05 to 5:25 — Tanza Lewis, Douglas Tobias, Chris Mundy, Marcel  Baer, Bernd Winter, Manfred Faubel, and John Hemminger; “Experimental and Theoretical Studies of Nitric Acid at the Air-Water Interface”


6:00 pm — Dinner for invited speakers, AirUCI faculty, international and DOE lab collaborators, and invited guests 


AGENDA
Thursday, January 21st 

9:00 am — Morning session begins


Session Chair:     Doug Tobias Presiding

9:00 to 9:20 — James Taing, Theresa McIntire, Ron Grimm, Ming Cheng, Allie Margarella, Zhi Liu, Paul Ashby, and John Hemminger; “The Reaction of Ozone with KBr Single Crystals”  
9:20 to 9:40 — Ming Cheng, Karen Callahan, Allie Margarella, Douglas Tobias, and John Hemminger; “Specific Cation Effects on Halide Ion Adsorption at the Air-Water Interface”
9:40 to 10:00 — Nicole Richards, Karen Callahan, Lisa Wingen, Douglas Tobias, and Barbara Finlayson-Pitts; “Interfacial Ion Distributions in Nitrate-Halide Mixtures”
10:00 to 10:15 — Jordan Vincent and Douglas Tobias; “Specific Ion Interactions with Non-Polar Solutes: Comparison of MD Simulations with a Thermodynamic Partitioning Model”

10:15 – 11:00 — Break 


Session Chair:     Pavel Jungwirth Presiding

11:00 to 11:15 — Paul Nissenson, Sherri Hunt, Lisa Wingen, Barbara Finlayson-Pitts, and Donald Dabdub; “Formation of Molecular Bromine from Deliquesced NaBr Aerosol in the Presence of Ozone and UV Light”

11:15 to 11:35 — Robert Currie, Daniel Packwood, and Leon Phillips; “Onsager Heats of Transport for Ammonia and Nitrous Oxide at the Surface of Water”
11:35 to 11:50 — Fernan Saiz-Poyatos, Wayne Chang, Barbara Finlayson-Pitts, and Donald Dabdub; “Modeling of HONO Formation in the Boundary Layer”

11:50 to 12:10 — Henk Eshuis, Jonathan Raff,  Adam Bateman, Filipp Furche, Sergey Nizkorodov, and Barbara Finlayson-Pitts; “Reactions of Excited NO2 as a HONO Source in Ambient Air”


12:10 –1:45 —Catered lunch

Session Chair:    Martina Roeselová Presiding

1:45 to 2:25 — Robert Griffin; “Modeling Secondary Organic Aerosol from First Principles: How Much Does Water Matter?”

2:25 to 2:45 — Julia Laskin, Alexander Laskin, Patrick Roach, Gordon Slysz, Gordon Anderson, Sergey Nizkorodov, David Bones, and Lucas Nguyen; "High Resolution DESI-MS study of organic aerosol aging"
2:45 to 3:00 — David Bones, Lucas Nguyen, Adam Bateman, Tran Nguyen, Julia Laskin, Alexander Laskin, and Sergey Nizkorodov; “Ammonia-Mediated Chemical Aging of Organic Aerosols Over Long Time Scales"
3:00 to 3:20 — Alla Zelenyuk, Timothy Vaden, Chen Song, Rahul Zaveri, and Dan Imre; "Morphology of Mixed Primary and Secondary Organic Particles and the Adsorption of Spectator Organic Gases During Aerosol Formation"


3:20 – 3:50 — Break 


Session Chair:     Leon Phillips Presiding
3:50 to 4:05 — Wayne Chang, Robert Griffin, and Donald Dabdub; “Partitioning Phase Preference for Secondary Organic Aerosol in an Urban Atmosphere” 

4:05 to 4:25 — Veronique Perraud, Emily Bruns, Michael Ezell, Stanley Johnson, Yong Yu, Alla Zelenyuk, M. Liz Alexander, and Barbara Finlayson-Pitts; “Organic Nitrates as Elusive Components of Secondary Organic Aerosols” 
4:25 to 4:40 — Tran Nguyen, David Bones, Sergey Nizkorodov, Julia Laskin, and Alexander Laskin; “Molecular Characterization of Organic Aerosol from Photochemical Oxidation of Isoprene”

4: 40 to 5:00 — M. Lizabeth Alexander, Don Collins, Naresh Kumar, Nathan Taylor, Matthew Newburn, Shar Samy, Barbara Zielinska, and Douglas Lowenthal; “Correlation of Aerosol Particle Mass Spectrometry Data with Particle TDMA Hygroscopicity Measurements at the Mt. Rainier IMPROVE Site”
5:00 to 5:10 — Jim Pitts; “Perspectives” 

5:10 to 5:15 — Closing Remarks by Barbara Finlayson-Pitts

6:00 pm — Dinner for invited speakers, AirUCI faculty, international and DOE collaborators, and invited guests at Mozambique restaurant


Affiliations of Collaborators and Guest Speakers
Jonathan Abbatt: University of Toronto

M. Lizabeth Alexander: Pacific Northwest National Laboratory
Robert Griffin: Rice University

Martin Head-Gordon: University of California Berkeley

Pavel Jungwirth: Academy of Sciences, Czech Republic

Alexander Laskin: Pacific Northwest National Laboratory
Leon Phillips: University of Canterbury, New Zealand

Martina Roeselová: Academy of Sciences, Czech Republic

Mary Jane Shultz: Tufts University 
Charles Weschler: University of Medicine and Dentistry of NJ & Rutgers University and Technical University of Denmark
Bernd Winter: Helmholtz-Zentrum Berlin für Materialien und Energie, BESSY, Germany
Sotiris Xantheas: Pacific Northwest National Laboratory
Alla Zelenyuk: Pacific Northwest National Laboratory

