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Supplementary Materials 01. Cavities of 1MP8

Figure S1. Largest Cavity C1 of FAK (PBD ID: 1IMP8), with calculated volume 818 As,
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Figure S2. Cavity C2 of FAK (PBD ID: 1IMP8), with calculated volume 161 A3,
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Figure S3. Cavity C3 of FAK (PBD ID: IMP8), with calculated volume 96 A3,
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Figure S4. Cavity C4 of FAK (PBD ID: 1IMP8), with calculated volume 95 A3,




Figure S5. Cavity C5 of FAK (PBD ID: IMP8), with calculated volume 84 A3,
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Table S1. Vina score in kcal - mol-!

C1 C2 C3 C4 C5
Dimer CurPocket . Cavity volume Center Docking size
Vina score 2

No. ID (A3) (x,y,2) x,y,2)
c1 -10.8 818 38, -3, 25 30, 30, 30
Cc2 -8.6 96 38,13,-3 30, 30, 30
2a C3 -8.5 161 35,-14, 34 30, 30, 30
C4 -7.9 95 41,-19, 20 30, 30, 30
C5 -5.8 84 32,18,19 30, 30, 30
c1 -9.8 818 38, -3, 25 29, 29,29
Cc2 -7.0 161 35, -14, 34 29,29,29
2b C3 Tl 96 38,13, -3 29, 29, 29
C4 -7.8 95 41, -19, 20 29, 29, 29
C5 -6.6 84 32,18,19 29, 29,29
C1 -10.2 818 38,-3,25 34, 34, 34
Cc2 -7.9 161 35, -14, 34 34, 34, 34
2c C3 -7.4 96 38,13, -3 34, 34, 34
C4 -8.5 95 41, -19, 20 34, 34, 34
C5 -6.7 84 32,18,19 34, 34, 34
C1 -9.6 818 38, -3, 25 30, 30, 30
c2 -7.0 161 35, -14, 34 30, 30, 30
2d C3 -8.2 96 38,13, -3 30, 30, 30
C4 -7.9 95 41,-19, 20 30, 30, 30
C5 -7.4 84 32,18,19 30, 30, 30
C1 -9.4 818 38, -3, 25 30, 30, 30
C2 -8.6 161 35, -14, 34 30, 30, 30
2e C3 -7.9 96 38,13, -3 30, 30, 30
C4 -8.7 95 41,-19, 20 30, 30, 30
C5 -8.5 84 32,18,19 30, 30, 30
C1 -11.6 818 38, -3, 25 30, 30, 30
C2 -8.5 95 41,-19, 20 30, 30, 30
2f C3 -7.5 161 35,-14, 34 30, 30, 30
C4 -6.6 96 38,13,-3 30, 30, 30
C5 -5.7 84 32,18,19 30, 30, 30
C1 -10.6 818 38,-3,25 35, 35, 35
C2 -7.4 161 35, -14, 34 35, 35, 35
2g C3 -7.2 95 41,-19, 20 35, 35, 35
C4 -6.5 96 38,13,-3 35, 35, 35
C5 -5.9 84 32,18,19 35, 35,35
C1 -9.6 818 38,-3,25 36, 36, 36
Cc2 -7.2 161 35, -14, 34 36, 36, 36
2h C3 -7.5 96 38,13,-3 36, 36, 36
C4 -8.6 95 41,-19, 20 36, 36, 36
C5 -7.9 84 32,18,19 36, 36, 36
C1 -7.6 818 38, -3, 25 37,37,37
2i Cc2 -8.0 161 35, -14, 34 37,37,37
C3 -6.2 96 38,13,-3 37,37,37
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