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07/25/2016 - 07/29/2016
Telluride Science Research Center
Address: Telluride Elementary School
447 W Columbia Ave, Telluride CO, 81435

Organizers: Andrzej Kloczkowski, Robert L. Jernigan, Florence Tama and Ruth Nussinov

Sunday (July 24)

6:00 – 9:00 PM, Welcome reception –cash bar - at Arroyo Wine bar

Arroyo is located at 220 E. Colorado Ave Main Street, a favorite of TSRC scientists, they are opening their bar to scientists on Sunday nights with drink specials from 6-9:00pm. A representative from TSRC will be there 6-8pm to hand out badges, welcome folks to town, and answer your questions. You will need your badge for the drink specials. Guests and family members are welcome.

Monday (July 25)

8:00 – 8:30 Registration and Breakfast at TSRC
Most TSRC meetings in the summer are located at the Telluride Elementary School at 447 W. Columbia Ave. The large brick school is located on the corner of Townsend and Columbia Ave. Please follow the TSRC red and white signage to the TSRC entrance at the front of the school. You will need to check-in with staff to receive your badge before the meeting, so arrive in time to do so and get some food.

Morning session
Session chair: Koby Levy
8:30 – 9:05, Robert L. Jernigan – Iowa State University: Protein interaction entropies        
9:05 – 9:40, Barry Grant – University of Michigan: Structural dynamic mechanisms in molecular motors and switches  
9:40 - 10:15, Ilya Vakser – The University of Kansas:  Modeling Interactions of Modeled Proteins
15 min coffee break

Session chair: Robert Jernigan
10:30 – 11:05, Koby Levy – Weizmann Institute of Science: Molecular principles for optimal protein-DNA interactions
11:05 – 11:40, Ruxandra Dima – University of Cincinnati: Effects of lattice defects on microtubule breaking and healing from coarse-grained simulations
11:40 – 12:05, Birget Strodel – Forschungzentrum Jülich: Application of the coarse-grained OPEP force field to protein-protein docking
Hiking in the afternoon

Tuesday (July 26)

8:00 – 8:30 Breakfast at TSRC

Morning session

Session chair: George Stan
8:30 – 9:05, Pemra Doruker – Boğaziçi University: An elastic network based algorithm for conformational sampling and ligand docking
9:05 – 9:40, Alberto Perez – Stony Brook University: Coarse Physical Insights in protein folding
9:40 - 10:15, Shi-Jie Chen – University of Missouri:  Modeling ion effects and cotranscriptional kinetics for RNA folding 
15 min coffee break

Session chair: Pemra Doruker
10:30 – 11:05, George Stan – University of Cincinnati:  Coarse-grained and implicit solvent modeling of protein unfolding and translocation in the degradation pathway  
11:05 – 11:40, Xiaoqin Zou - University of Missouri-Columbia: Fully Blind Docking for Protein-Peptide Complex Structure Prediction
11:40 – 12:05, Marina Guenza- University of Oregon: Correlation between structure, dynamics, and function in proteins: a study with the LE4PD coarse-grained approach
12:05 – 12:40, Emad Tajkhorshid – University of Illinois at Urbana-Champaign: Multiscale Modeling and Simulation of Biological Membranes and Membrane Proteins
Hiking in the afternoon

6:00 - 7:00 PM, Town Talk 
Location: Telluride Conference Center in Mountain Village. It is roughly a 30 minute commute from the Elementary School to the Conference Center. Cash bar starts at 5:30.
Wednesday (July 27)

8:00 – 8:30 Breakfast at TSRC

Morning session

Session chair: Florence Tama
8:30 – 9:05, Michael Feig - Michigan State University: Multi-scale modeling of bacterial chromosomes
9:05 – 9:40, George Rose – Johns Hopkins University: Dissecting the interactions in protein folding
9:40 - 10:15, Wenjun Zheng – University of Buffalo:  A combined coarse-grained and all-atom simulation of TRPV1 channel gating and heat activation
15 min coffee break

Session chair: Michael Feig
10:30 – 11:05, Florence Tama – Nagoya University / RIKEN:  Hybrid approaches to characterize structure and dynamics of biomolecular systems from single molecule experiments
11:05 – 11:40, Osamu Miyashita - RIKEN: Computational structure modeling using X-ray free electron laser data
11:40 – 12:05, Marc Joyeux - Université Joseph Fourier:  In vivo compaction dynamics of bacterial DNA: A fingerprint of DNA/RNA demixing?

Hiking in the afternoon
6:00 - 8:00 PM Group Picnic 
Location: Telluride Elementary School, 447 W Columbia Ave, under the tent.

Thursday (July 28)

8:00 – 8:30 Breakfast at TSRC

Morning session

Session chair: Cristian Micheletti
8:30 – 9:05, Cristian Micheletti - International School for Advanced Studies, Trieste: Knots in biomolecules and in self-assembling systems
9:05 – 9:40, Paweł Krupa – Cornell University:  Protein-ligand and protein-protein docking with coarse-grained force fields  

9:40 - 10:15, Magdalena Mozolewska - Cornell University:  All-atom and coarse-grained models of protein-nanotube interactions
15 min coffee break

Session chair: Andrzej Kloczkowski
10:30 – 11:05, Andrzej Kloczkowski – Nationwide Children’s Hospital / The Ohio State University: Modeling structure and dynamics of proteins and mutants
11:05 – 12:05, Discussion:  Future directions in coarse-grained modeling of biomacromolecules
Hiking in the afternoon
Friday (July 29) 
Free time
