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Figure S1. The structures obtained at 1500 K at the trajectory endpoints. Different trajectories 
are identified by Roman letters A-J, and the trajectory runtime is up to at least 32 ps.   
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Figure S2. The structures obtained at 2500 K at the trajectory endpoints. Different trajectories 
are identified by Roman letters A-J, and the trajectory runtime is up to at least 43 ps.   

 

Electronic Supplementary Material (ESI) for Nanoscale
This journal is © The Royal Society of Chemistry 2012


