Supplementary Information

Figure S1. Superimposition between the MD-simulated structure and the crystal structure:
average structure is from the last 3 ns of MD simulation of the TPH1-inhibitor complex.
Inhibitor 1a is displayed in the CPK model, the crystal structure of TPH1 is shown in
cyan, MD-simulated structure of TPH1 to inhibitor 1a, 1b, 1c and 1d are shown in light
grey, blue, yellow and magenta, respectively.
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Figure S3. MD-simulated structure of TPH1-inhibitor 1¢ complex. The solvent accessible
surfaces were generated by the binding site residues.

Figure S4. MD-simulated structure of TPH1—inhibitor 1d complex. The naphthalene ring
of the inhibitor was stabilized by the hydrophobic interactions from Met124 and Ile369.
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