Coarse-Grained Modeling of Structure and Dynamics of Biomacromolecules 5
07/23/2018 - 07/27/2018
Telluride Science Research Center
Address: Telluride Intermediate School
725 West Colorado Ave, Telluride, CO 81435

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

Sunday (July 22)

6:00 – 8:00 PM, Welcome reception –Phoenix Bean café
Phoenix Bean café is located at 221 West Colorado Ave. A representative from TSRC will be there 6-8pm to hand out badges, welcome folks to town, and answer your questions. Guests and family members are welcome.
Monday (July 23)

8:00 – 8:30 Registration and Breakfast at TSRC
TSRC meetings are located in the "new" wing of Intermediate School at 725 West Colorado Ave, Telluride, CO 81435. 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: George Stan
8:30 – 9:05, Marina Guenza- University of Oregon: Coarse-grained modeling of protein dynamics
9:05 – 9:40, Daisuke Kihara – Purdue University: De novo protein structure modeling for cryo-EM maps

9:40 - 10:15, Ilya Vakser – The University of Kansas: Docking methods for PPI networks modeling
15 min coffee break

Session chair: Marina Guenza
10:30 – 11:05, George Stan – University of Cincinnati:  Unfolding and translocation of multidomain substrate proteins in the degradation pathway  
11:05 – 11:40, Karissa Sanbonmatsu – Los Alamos National Laboratory: Simulations of large nucleic acid complexes: riboswitches, ribosomes and chromatin
11:40 – 12:05, Jianpeng Ma – Baylor College of Medicine: Recent Progresses on coarse-grained modeling of biomolecules
Hiking in the afternoon

Tuesday (July 24)

8:00 – 8:30 Breakfast at TSRC

Morning session

Session chair: Robert Jernigan
8:30 – 9:05, Ruxandra Dima – University of Cincinnati: Modeling the breaking and healing of cytoskeletal lattices 

9:05 – 9:40, Marek Cieplak – Institute of Physics, Polish Academy of Sciences: Empirical elements in coarse-grained models of proteins: Protein films at fluid-fluid interfaces & dual bonding in cellulosomes
9:40 - 10:15, Shi-Jie Chen – University of Missouri:  Coarse-grained modeling of RNA folding 

15 min coffee break

Session chair: Ruxandra Dima
10:30 – 11:05, Robert L. Jernigan – Iowa State University: Gains in Protein Sequence Matching by Including Structural Information 
11:05 – 11:40, Xiaoqin Zou - University of Missouri-Columbia: Automated prediction of protein-ligand interactions

11:40 – 12:05, Shoji Takada – Kyoto University: Modeling protein-DNA interaction for coarse-grained molecular dynamics
Hiking in the afternoon

6:30 - 7:30 PM, Town Talk: “Geo-Engineering a Climate Change Solution?”
Featured Speaker: Frank N Keutsch, PhD, Professor of Chemistry and Chemical Biology, Harvard University
Location: Telluride Conference Center in Mountain Village. It is roughly a 30 minute commute from the Intermediate School to the Conference Center. Cash bar starts at 6:00 PM.
Wednesday (July 25)

8:00 – 8:30 Breakfast at TSRC

Morning session

Session chair: Florence Tama
8:30 – 9:05, Michael Feig - Michigan State University: Coarse-graining protein interactions under crowded environments to understand phase behavior
9:05 – 9:40, George Rose – Johns Hopkins University: Protein folding: non-specific interactions promote highly specific chain organization
9:40 - 10:15, Gregory Chirikjian – Johns Hopkins University:  New Insights into the Geometry of Packing in Protein Crystals 

15 min coffee break

Session chair: Michael Feig
10:30 – 11:05, Florence Tama – Nagoya University / RIKEN:  Computational tools to characterize structure and dynamics of biomolecular systems from single molecule experiments
11:05 – 11:40, Osamu Miyashita - RIKEN: Dynamics hidden within X-ray crystallographic data
11:40 – 12:05, Yuji Sugita - RIKEN:  A machine learning approach for linking simulations with single-molecule experiments
Hiking in the afternoon
6:00 - 9:00 PM Group Picnic 
Location: Telluride Intermediate School, 725 West Colorado Ave, under the tent.

Thursday (July 26)

8:00 – 8:30 Breakfast at TSRC
Hiking in the morning with Michael Feig
Afternoon session

Session chair: Karissa Sanbonmatsu
3:00 – 3:35 PM, Dima Kozakov – Stony Brook University: Fast approaches for  the modeling  of  flexible macromolecular interactions
3:35 – 4:10 PM, Wladek Minor – University of Virginia:  Reproducibility in Biomedical Research
4:10 - 4:45 PM, Zbyszek Otwinowski – University of Texas Southwestern Medical Center:  Data Mining of Experimental Electron Densities
15 min coffee break

Session chair: Andrzej Kloczkowski
5:00 – 5:35 PM, Andrzej Kloczkowski – Nationwide Children’s Hospital / The Ohio State University: Modeling structure, stability and dynamics of proteins and protein aggregates
5:35 – 6:35 PM, Discussion:  Future directions in coarse-grained modeling of biomacromolecules
Friday (July 27) 
Free time
