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Figure S1. Average atomic coordinates of the root mean square fluctuation of SAHA. .
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Figure S2. The inhibition of Bla2 by SAHA.
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Figure S3. Per-Residue Decomposition figures of the (A) Compound 4 simulation, (B) Compound 6
simulation, and (C) SAHA simulation. Residue sequence numbering is shortened by 35, in relation

to residue references in the rest of the paper.
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Figure S4. Per-Residue Decomposition Heatmap of (A) Compound 4 simulation free energy, (B)
Compound 6 simulation free energy, and (C) SAHA simulation free energy. Residue sequence num-
bering is shortened by 35, in relation to residue references in the rest of the paper.
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Figure S5. (A) The radius of gyration of the protein backbone in the 70 ns simulation. (B) The RMSD
of the protein backbone in the 70 ns simulation.



