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Supplementary Material

Figure S1 - Localization of GFP-tagged human aquaporins in yeast plasma membrane. Epifluorescence (right
panels) and phase contrast (left panels) images of S. cerevisiae aqy-null strains transformed with plasmids
harboring 7AQP1 and hAQP3 genes. Cells, grown in YNB medium, show aquaporin localization at the yeast
plasma membrane.

Figure S2 - Structural representation of the tetrameric form of AQP3 generated using comparative modeling.
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Figure S3 - Ramachandran plot of the best structural model of the monomer of AQP3 protein generated using

homology modeling.

Figure S4 - All atom RMSD plot of the tetrameric structure of AQP3 fully embedded in a POPC model membrane
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Figure S5 - Average membrane thickness of the lipid bilayer throughout the simulation times for all
replicate simulations. The grey shaded area in the plot represents the interval of reported average
POPC membrane thickness [44].
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Figure S6 - Representative molecular docking poses of RoT on the binding region of AQP3 taken from the used
representative configurations from basin 5.
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Figure S7 - Representative molecular docking poses of RoT on the binding region of AQP3 taken from the used
representative configurations from basin 6.
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Figure S8 - RMSD profiles of RoT calculated along all replicate MD simulations. The RMSD values were
calculated in respect to the best docking pose determined in the molecular docking calculations with AQP3
conformation identified in basin 1, replicate 1.



