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Figure S1. Hydrogen bond probabilities of several important hydrogen bonds in Pin1 
WW domain during MD simulations using the Amber ff99SB and PPC charge models.



Figure S2. Number of hydrogen bonds in Pin1 WW domain as a function of MD 
simulation time for both Amber ff99SB and PPC trajectories. Red (Amber) and blue 
(PPC) lines are average values for every 100 ps. The hydrogen bonds were counted 
using a sigmoidal function of the donor-acceptor distance d as 

 related to the strength of hydrogen bonds1.))6.2/(1/(1)( 6
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