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Objective:
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Graph colors follow the same representation as in Figure
1. Points that are shown are averages of contact points
within protein. It is easier to see what residues within Cl2
have in common between conformation states.

1. Make protein models where the folded state is the lowest

energy (native topology model). 0.6
2. FInd temperature for transition state. »
3. Compare the results of transition state with experimental

Molecular Dynamics Simulations”
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How does this simulated structure compare to the , ox L '1 L :
experimental assessments?
The Approach _
. 50 Conclusion
All-atom structure Simple C, model
(closer to reality) (easier to simulate biological The hypothesis is partially supported (experimental transition state structure is partially captured). There

processes) is an opportunity for improvement to obtain adequate results.
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The all-atom structure is stripped down to a C_ atom “skeleton
model” enabling the simulation of biologically-relevant processes
such as protein folding.
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