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Molecular	
  dynamics	
  simula5on

ṗi = Fi(q)

q̇i = pi/mi
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Long	
  5me	
  scales

Experimental nucleation rates J = 104-109 cm-3 s-1

N = 1000 
V = 3 x 10-20 cm3 

1 event per  1010-1015 sec 
1025-1030 MD steps

≈30 Å
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Structural	
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Rare	
  but	
  important	
  events

τrxn τmol

Time scale gap:  τrxn     τmol    

ΔF ≫ kBT 


