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Figure S1. Analysis of mRNA levels of P-gp in Hep3B/PTX and Hep3B cells.
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Figure S2. Structural validation of the docking calculations, using the crystal structure of mus
musculus P-glycoprotein (PDB: 3G61).
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Figure S3. Structural validation of the docking calculations, using the crystal structure of
Caenorhabditis elegans P-glycoprotein (PDB: 4F4C).
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Plot statistics
Residues in most favoured regions [ABL) 0 843%
Residues in addmional allowed regions [ab.lp] 138 120%
Resadues in generously allowed regions [~a.~d.~L~p] 26 23%
Residues in disallowed regions 17 15%
Number of noz-glycine and non-prolme residues l.l?l 168'-;‘.
Number of end-residues (excl Gly and Pro) 2
Number of glycine residues (shown a3 tmangles) o8
Number of prolne residues 2
Total cumber of residues 1280

Figure S4. Ramachandran plot of mP-gp homology model.
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Plot statistics

Resadues in most favowred repions [ABL) 982 85 3%,
Resadues m addstional allowed regons [ablp] 128 111%
Resadues i gencromly allowed reprons [-a-b.-L-p) 3 245
Resadues m disallowed regsons 13 Li%
Number of noo-glycine and non-prolme resaducs 1151 100 0%

Number of end-resadues (excl Gly and Pro)

Number of glycme residucs (shown as tnangles) 98
Numsber of prolme resadues »
Total nunber of resaducs 1280

Figure S5. Ramachandran plot of cP-gp homology model.
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Figure S6. HB interactions of Verapamil, Rhodaminel23 and Hoechst 33342 with mP-gp homology
model.



