Supplementary Materials

Molecular docking study and 3D-QSAR model for trans-stilbene derivatives

as ligands of CYP1B1

Zbigniew Dutkiewicz! and Renata Mikstacka?

! Department of Chemical Technology of Drugs, Poznan University of Medical Sciences,

Rokietnicka 3, 60-806 Poznan, Poland; zdutkie@ump.edu.pl

2Department of Inorganic and Analytical Chemistry, Nicolaus Copernicus University,
Collegium Medicum, Dr. A. Jurasza 2, 85-089 Bydgoszcz, Poland; mikstar@cm.umk.pl

* Correspondence: zdutkie@ump.edu.pl

Keywords: cytochrome P450, CYP1B1, 3D-QSAR, trans-stilbene derivatives.

Table S1. Ligand orientation relative to heme.
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