Several- stage constraints minimizations and 50 ps NVT MD to heat up the system from 0 K to 300k were performed. The following 1 ns NPT MD without any constraints was then carried out.

Following are several plots of the distance between the acceptor and donor related to the inhibitor as a function of the time:
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Figure 1: after 200 ps the hydrogen bond loses and not goes back
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Figure2: after 200 ps new hydrogen bond was formed
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Figure3: after 20 ps the hydrogen bond loses and not goes back
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Figure4: after about 20 ps, another new hydrogen bond was formed.
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