Movie S1. Trajectory of the 400 ns MD simulation of the CDCA ligand bound to the LBD of FXR. The
protein is represented as a white cartoon, the CDCA ligand is represented as red spheres, and the Trp
residues 454 and 469 are represented as blue and grey spheres, respectively.

Movie S2. Trajectory of the 400 ns MD simulation of the CAF ligand bound to the LBD of FXR. The
protein is represented as a white cartoon, the CAF ligand is represented as red spheres, and the Trp
residues 454 and 469 are represented as blue and grey spheres, respectively.



