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The fifth workshop in the series “From Computational Biophysics to Systems Biology” (CBSB) took 
place from 20 to 22 July 2011 at Forschungszentrum Jülich. It was dedicated to Harold Scheraga 
who celebrated his 90th birthday that year. Dr. Scheraga pioneered the use of computers in  
chemistry and biology. His work inspired many of the research areas that are the topic of this 
meeting, ranging from biophysics to systems biology. In the spirit of Harold Scheraga’s work, the 
workshop brought together researchers from physics, chemistry, biology, and computer science 
to acquaint each other with current trends in computational biophysics and systems biology, to 
explore avenues of cooperation, and to establish together a detailed understanding of cells at a 
molecular level.

These proceedings contain about 50 contributions from the CBSB11 workshop including a Laudation 
for Harold Scheraga by Jeff Skolnick and Harold Scheraga’s biographic keynote lecture.

This publication was edited at the Jülich Supercomputing Centre (JSC) which is an integral part 
of the Institute for Advanced Simulation (IAS). The IAS combines the Jülich simulation sciences 
and the supercomputer facility in one organizational unit. It includes those parts of the scientific 
institutes at the Forschungszentrum Jülich which use simulation on supercomputers as their main 
research methodology.
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Thiopeptide Antibiotics and the Ribosomal 23S·L11 Subunit – A Challenging
Use Case for Semi-automatic Force-field Development
A. Wolf, D. Reith, K. N. Kirschner 65

Influence of Thermostabilizing Mutations in Fructose-1,6-bisphosphate Al-
dolases Revealed by Constraint Network Analysis
D. L. Klein, J. Hao, A. Berry, H. Gohlke 71

Achieving Numerical Stability in Analytical Computation o f the Molecular Sur-
face and Volume
K. Klenin, F. Tristram, T. Strunk, W. Wenzel 75

Prediction of Experimental Phi Values in Protein Folding by Simulation with
Knowledge-based Potentials: B Domain of Protein A
S. Kmiecik, M. Blaszczyk, A. Kolinski 79

Coarse-grained Protein Modeling: Dynamics, Folding Pathways and Mechani-
cal Unfolding
A. Kolinski, M. Blaszczyk, S. Kmiecik 83

An Optimized Replica Exchange Molecular Dynamics Approach
M. Kouza, U. H. E. Hansmann 91

Ion Selectivity in VDAC1: A Molecular Dynamics Study of wild-type and Mu-
tant Proteins
E.-M. Krammer, F. Homblé, M. Pŕevost 95
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