Description of Additional Supplementary Files

File Name: Supplementary Data 1
Description: Sequence alignment of different Orco. The known mutations are indicated in color on the
sequence.

File Name: Supplementary Data 2

Description: Contact frequencies between VUAA1 and amino-acids from Orco during the MD
simulations. The first sheet gathers the contact frequencies for the simulations in which the ligand
sampled the binding site. The second sheet gather the frequency when the ligand visits areas b, cor d
but do not reach the binding site.



