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Table S1. Docking parameters used for Vina and AutoDock

Vina AutoDock

Targets Box Box Exhaustiveness | Box Box Spacingt  N°®

sizel center! sizel center! GA
runs

AA2AR x=12; x=-9.26; 8 x=32; x=-9.26; 0.375 10
y=14; y=-7.14; y=37; y=-7.14;
z=16 7z=55.58 z=42 7z=55.58

ABL1 x=18; x=16.02; 8 x=48; x=16.02; 0.375 10
y=14; y=15.82; y=37; y=15.82;
z=14 z=4.02 z=37 z=4.02

ACE x=16; x=45.05; 8 x=42; x=45.05; 0.375 10
y=16; y=44.92; y=42; y=44.92;
z=18 z=44.77 z=48 z=44.77

ACES x=12; x=4.60; 8 x=32; x=4.60; 0.375 10
y=14; y=68.95; y=37; y=68.95;
z=12 7=66.25 z=32 7=66.25

ADA x=16; x=50.74; 8 x=42; x=50.74; 0.375 10
y=16; y=54.87; y=42; y=54.87;
z=16 z=19.94 z=42 7z=19.94

ADA17 x=16; x=44.44; 8 x=16; x=44.44; 0.375 10
y=16; y=27.97; y=16; y=27.97;
z=16 z=2.31 z=16 z=2.31

ADRB1 x=16; x=26.64; 8 x=42; x=26.64; 0.375 10
y=14; y=4.49; y=37; y=4.49;
z=16 z=1.25 z=42 z=1.25

ADRB2 x=14; x=2.10; 8 x=37; x=2.10; 0.375 10
y=14;  y=4.63; y=37;  y=4.63;
z=14 z=51.12 z=37 z=51.12

AKT1 x=14; x=5.43; 8 x=37; x=5.43; 0.375 10
y=14; y=3.15; y=37; y=3.15;
z=16 z=19.91 z=42 z=19.91

AKT2 x=16; x=22.21; 8 x=42; x=22.21; 0.375 10
y=16; y=-19.16; y=42; y=-19.16;
z=16 z=7.41 z=42 z=7.41

ALDR x=16; x=17.03; 8 x=42; x=17.03; 0.375 10
y=16; y=-6.72; y=42; y=-6.72;
z=16 z=13.58 z=42 z=13.58

AMPC x=16; x=80.89; 8 x=42; x=80.89; 0.375 10
y=16; y=5.40; y=42; y=5.40;
z=16 7z=31.58 z=42 z=31.58

ANDR x=14; x=27.11; 8 x=37; x=27.11; 0.375 10
y=14; y=2.70; y=37; y=2.70;
z=12 z=5.20 z=32 z=5.20
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1 Box dimensions, center and spacing are given in A
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Figure S2. Comparison between the crystallographic (green) and “docked” (purple) poses for Vina and
AutoDock, to evaluate the influence of the number of rotational bonds in pose prediction. (a) Ligands with the
lowest number of rotational bonds (al) Ligands with the highest number of rotational bonds.



