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Figure S1. Variation in the dihedral angles of residues 72-74 for the system 2 (2N0A, WT, Neutral pH, 498 K) during the 20 ns MD simulation.
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Figure S2. Variation in the dihedral angles of residues 72-74 for the system 4 (2N0A, WT, Low pH, 498 K) during the 20 ns MD simulation.
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Figure S3. Variation in the dihedral angles of residues 72-75 for the system 5 (2N0A, A30P, Neutral pH, 300 K) during the 20 ns MD simulation.
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Figure S4. Variation in the dihedral angles of residues 72-74 for the system 12 (2N0A, ACE-N-terminal, Neutral pH, 498 K) during the 20 ns MD simulation.
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Figure S5. Variation in the dihedral angles of residues 72-74 for the system 13 (2KKW, WT, Neutral pH, 498 K) during the 20 ns MD simulation.
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Figure S6. Variation in the dihedral angles of residues 72-74 for the system 14 (2KKW, WT, Low pH, 498 K) during the 20 ns MD simulation.
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