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Figure S1

Figure S1. Illustration of the superposition from the different poses of R and S diastereomers at the enzyme’s binding site according to the docking using autovina. The
enzyme structure has been removed from the models to facilitate the comparison of R/S KBE009 poses: (a) and (b) represent poses of the R and S diastereomers at the TcLAP
biding site, respectively; (c) Representation of one pose of each diastereomer (R- and S-KBE009) overlapped in the active site of TCLAP. For spatial orientation, the amino
acid A495 from TcLAP and its counterpart in hLAP3 (A483) are shown; (d) and (e) Poses of the R and S diastereomers at the hLAP3 biding site, respectively; (f) the
superposition of one pose of each diastereomer (R- and S-KBE009) in the active site of hLAP3 is represented. For spatial orientation, the amino acid A483 from hLAP3 and
its counterpart in TcLAP (A495) are shown. The amino acids R457 and 1453 from hLAP3 are also represented as they are relevant for the docking in this enzyme and
highlight the shift of the KBE0O09 in the active site of hLAP3, compared to TcLAP. To demonstrate the difference in the orientation of KBE009 in the active sites of both
enzymes [(c) and (f)] TcLAP and hLAP3 structures were superimposed and some relevant amino acid residues from both enzymes are displayed. Only one of the poses
from each diastereomer is represented.
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