SHORT AGENDA 2016 CTC PI Meeting

15 May 3:00-6:00 PM

Registration

15 May 7:30 PM

Informal Dinners at Nearby Restaurants

16 May 7:00 AM

Breakfast

16 May 7:50 AM

Welcome

Mark Pederson

CHAIR: Thanos Panagiotopoulos

16 May 8:00 AM

Water: A case study in Ab Initio Simulations

Roberto Car

16 May 8:45 AM

Liquids, Electrolytes and Polarization

Shawn Kathmann
Christine Isborn

Margaret Cheung
16 May 10:15 AM Coffee
CHAIR: So Hirata
16 May 10:30 AM New Techniques in Electronic Structure Dominika Zgid
Filipp Furche

16 May 12:00 PM

Working Lunch

CHAIR: Jianwei Sun

16 May 1:30 PM

Beyond Density Functional Theory

Adrienn Ruzsinszky
Neepa Maitra
Lin Lin

16 May 3:00 PM

Coffee

CHAIR: Chris Cramer

16 May 3:30 PM

BES Challenges in the Exascale Era

Theresa Windus

CHAIR: Eric Neuscamman

16 May 4:15 PM Qmvc Richard Dawes
Shiwei Zhang
16 May 5:15 PM
16 May 6:10 PM DINNER AT MEETING HOTEL
16 May 8:00-10:00 PM POSTER SESSION
Chaired by Sapna Sarupria and John Pask
17 May 7:00 AM Breakfast
CHAIR: James Evans
17 May 8:30 AM Reactions on Surfaces Jeff Greeley

Abdelkader Kara
Christine Aikens

17 May 10:00 AM

Coffee

CHAIR: llja Siepmann

17 May 10:30 AM

Field Driven Interactions with Matter

Serdar Ogut
James Lewis
David Yarkony

17 May 12:00 PM

Lunch

CHAIR: Henry Schaefer

17 May 1:30 PM

Computational Chemistry

Steven J Klippenstein
Piotr Piecuch
Toru Shiozaki

17 May 3:00 PM

Coffee

CHAIR: Laura Gagliardi

17 May 3:30 PM

Porous Frameworks

| Jordan Schmidt



http://www.orau.gov/ctc2016/

J Karl Johnson
Francesco Paesani

17 May Evening

DINNER OUT ON YOUR OWN

18 May 7:00 AM

Continental Breakfast

CHAIR: Anna Krylov

18 May 8:00 AM

Spin, Spin-Orbit, and Magnetism in Molecular
Systems

Xiaosong Li
Juan Peralta
Shiv Khanna

18 May 10:00 AM

Coffee

CHAIR: George Schatz

18 May 10:30 AM

Excitonics and Charge Transfer

Michael Galperin
John Herbert Alan
Aspuru-Guzik

18 May 12:00 PM

Closing Remarks

Mark Pederson






