Appendix S1.

The structure with the largest active site from our MD simulations can be downloaded here in .pdb format:

[image: image1.emf]CBDD_1101_sm_Largest_MD.pdb



This file can be opened with any molecular visualization software that opens .pdb files like VMD.  Information on how to obtain and use VMD is available here:

http://www.ks.uiuc.edu/Research/vmd/ 

