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Figure S1. History of 11, 12, 13, and 4 in 1 over the MD simulations starting from the docking pose.
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Figure S2. History of 11, 12, 13, and 14 in 2 in the MD simulation starting from the docking pose.
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Figure S3. History of 11, 12, 13, and 14 in 3 over the MD simulations starting from the docking pose.
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Figure S4. History of 11, 12, 13, and 14 in 4 over the MD simulations starting from the docking pose.



