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TCBG Funded in 1989

“Bringing Physics to Life”

Software - Citations
NAMD 1,800+
VMD ~28,600
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Dr. Mariano Spivak
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MMBIioS Funded in 2012

High Performance Computing BTRC fer
Multiscale Modeling of Biological Systems

Overarching biological theme:

@ Spatial organization

2@ Temporal evolution
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Monday, May 21

Collective Dynamics of Proteins Using Elastic Network Models. From Single
Molecules to Biological Assemblies (Bahar)

Tuesday May 22

Bridging Sequence, Structure and Function, and Experiments and Computations.
Signature Dynamics and Allosteric Signaling (Doruker)

Wednesday May 23

Modeling & Simulations of Membrane Proteins and Druggability (Bahar)
Comput Studies of Biomol Systems with MD simulations (Tajkhorshid)

Thursday May 24

Inroduction to QwikMD & Parameterization for Classical Force Fields with FFTK
(Ribero, Mariano/Soumyo)
Friday May 25

Investigating Biological Membranes and Membrane Proteins in Action Using
Advanced Simulation Techniques (Tajkhorshid & Ribero)



https://www.mmbios.org/hands-on-workshop-on-computational-biophysics-2018/agenda

Logistics

. if you will use your own laptop

* Dinner on Thursday night (Legume on S Craig Street)

Breakfast & lunch will be served

. (Lulu’s,Ali Baba, Porch, Piada, Five Guys, etc)
Photo on Thursday lunch break



http://www.ks.uiuc.edu/Development/Download/download.cgi?PackageName=VMD
http://www.ks.uiuc.edu/Development/Download/download.cgi?PackageName=NAMD
http://prody.csb.pitt.edu/manual/getprody.html
http://www.ks.uiuc.edu/Training/Workshop/Pittsburgh2017/LaptopSetup.html
https://www.google.com/maps/@40.4452354,-79.9493144,19z
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Training & Dissemination

TECBio REU Internship

TECBIO REU

UNIVERSITY OF PITTSBURGH

Training and Experimentation in Computational Biology
Research Experiences for Undergraduates
- 10 weeks; 12 students
- 320 applications/year
- Diverse — racially/ethnically and academically
- NSF (DBI-1659611) + Pitt funded (2 spots)
- PI: Ayoob

>2 undergraduate students each summer to work w/MMBIi0S

Investigators
- 17 trainees over 6 summers



Training & Dissemination

TECBio REU Internship

TECBIO REU

UNIVERSITY OF PITTSBURGH




Welcome!




