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Abstract: 
 
 
 
 
High-resolution, physics-based modeling is an important tool for predicting and 
designing protein structure. However, the extreme complexity of these problems, 
along with constraints introduced by computational search algorithms, 
necessitate the use of many approximations. This talk will address some of 
these, including the use of side-chain rotamers, the use of a fixed backbone, the 
use of pair-wise decomposable energy functions and issues related to how to 
model unfolded states. The nature of the problems will be illustrated, and 
possible solutions will be discussed. Examples will be drawn from the modeling 
of coiled-coil and Bcl-2 family proteins. 


