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TCBG - Funded in 1989

“Bringing Physics to Life”

Emad Tajkhorshid
Software Citations
Professor of Biochemistry and Pharmacology, NAMD 15,000+
Biophysics and Computational Biology, VMD 38,000+
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MMBioS Funded in 2012

High Performance Computing BTRC fer
Multiscale Modeling of Biological Systems

Overarching biological theme:

2 Spatial organization
2 Temporal evolution
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Software development at multiple scale
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Burak Kaynak

lvet Bahar Pemra Doruker

http://www.mmbios.org/
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Welcome




Agenda

Day 1: Collective Dynamics of Proteins Using Elastic Network Models

9:30-10:00 Welcome and Brief Overview by Ivet Bahar

10:00-11:20 Elastic Network Models (ENMs) and Collective Motions. Basic Theory and
Methods, /vet Bahar

11:20-11:40 Break / Social

11:40-1:00 Ensemble Analysis of Structures for Inferring Functional Mechanisms,

DynOmics Server, Pemra Doruker

1:00-1:20 Q & A and Lunch / Dinner break
2:00-3:30 , Burak Kaynak
of Equilibrium Dynamics, Burak Kaynak
3:30-3:50 Break / Social
3:50-5:45 of Collective Motions and Visualization by NMWiz, Burak Kaynak

by ProDy, Bentley Wingert



http://prody.csb.pitt.edu/tutorials/prody_tutorial/
http://prody.csb.pitt.edu/tutorials/enm_analysis/gnm.html
http://prody.csb.pitt.edu/tutorials/enm_analysis/anm.html
http://prody.csb.pitt.edu/tutorials/ensemble_analysis/

Agenda

Day 2: Bridging Sequence, Structure and Function, Allostery, Druggability

10:00-11:20 Evol: Bridging Sequence and Structure,; Signature Dynamics of Protein
Families, ENM for Membrane Proteins Pemra Doruker
11:20-11:40 Break / Social
11:40-1:00 Allostery and Druggability Simulations, Burak Kaynak and Pemra Doruker,
1:00-1:20 Q & A and Lunch / Dinner break
2:00-3:30 and , Daniel Penaherrera and Bentley Wingert
, Daniel Penaherrera
3:30-3:50 Break / Social
3:50-5:45 , Burak Kaynak
, Jiyoung Lee



http://prody.csb.pitt.edu/tutorials/evol_tutorial/
http://prody.csb.pitt.edu/tutorials/signdy_tutorial/
http://prody.csb.pitt.edu/tutorials/membrane_anm/
http://prody.csb.pitt.edu/tutorials/essa_tutorial/
http://prody.csb.pitt.edu/tutorials/drugui_tutorial/

