
  

 

Materials by Design 
Workshop Agenda  

Wednesday, September 21st 2011  
8600 Iran Thomas Auditorium, Room A -‐ 103 

8:00am Continental Breakfast 

8:45 Bobby Sumpter 
Welcome / Introduction “Guiding the Design of Functional Nanostructured 

Materials” 
9:00                        Adri van Duin - Pennsylvania State University 

“Applications of the ReaxFF Force Field to Complex Materials 
and Interfaces” 

10:00                Jerry Bernholc - North Carolina State University 
“Multiscale Simulations of Materials for Energy Applications” 

11:00                 Stefano Curtarolo - Duke University 
“Distributed Synergies for Materials Development” 

12:00pm Lunch 

 1:00                                    Marco Buongiorno-‐Nardelli - North Carolina State University 
“First Principles Calculations of Charge Mobility & Heat 
Transport in Graphene-‐Based Systems” 

 2:00                  Jorge Sofo - Pennsylvania State University 
“Equilibrium & Dynamics of Water Dissociation on the 
Surface of Oxides with the Rutile Structure” 

 3:00 Break 
 3:30                                  Marco Fornari - Central Michigan University, 

“Structuring Intuition: Strategies to Predict Novel Functions” 

4:00 Adjourn 

Thursday, September 22nd 2011  
8600 Iran Thomas Auditorium, Room A – 103 

8:30 Continental Breakfast 

9:00 Introduction 
9:15                Jeremy Smith - UT/ORNL 

“Molecular Biophysics: The Materials Science of Life” 
10:15               Jacek Jakowski - JICS-ORNL 

“Quantum Dynamical Simulations of Nanoscale Materials – Theory, 
Implementation, and Simulations” 

10:45 Discussion s / Wrap up / Adjourn 
12:00 Lunch 

 


