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Figure S1. The root-mean-square deviations (RMSDs) of the back bone atoms relative to the crystal
structure of the WT as a function of MD time.
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Figure 52. Contour maps of the free energy as a function of the backbone angles { and ¢ for residue
30 in the WT (A,B) and D30N (C,D). (A) and (C)are in chain A, and (B) and (D) in chain B.
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Figure S3. Contour maps of the free energy as a function of the backbone angles { and ¢ for residue
54 in the WT (A,B) and 154M (C,D). (A) and (C)are in chain A, and (B) and (D) in chain B.
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Figure S4. Contour maps of the free energy as a function of the backbone angles 1 and ¢ for residue
82 in the WT (A,B) and V82A(C,D). (A) and (C)are in chain A, and (B) and (D) in chain B.
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Figure S5. (A-D) Decomposition of AGinhibitor-residue on a per-residue basis for D30N, 150V, 154M,

and V82A.



