Forward docking (FD) predicted docked conformations
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Absolute binding energy (local FD ddG minimum)
Bcl-2 Bcl-xL Bcl-w Mcl-1 Bfl-1 Bcl-B
aBCL2 -70.3 -78.5 -57.8 -75.3 -71.9 -71.2
aBCLXL -69.7 -99.0 -65.1 -64.7 -60.6 -74.2
aBCLW -55.1 -67.0 -92.7 -43.3 -39.6 -54.5
M-CDP04/aMCLA1 -47 .1 -73.4 -65.0 -89.9 -64.6 -62.5
aBFL1 -76.7 -68.8 -59.7 -64.0 -72.3 -63.7
aBCLB -55.2 -71.9 -64.3 -62.2 -56.9 -74.9
Relative binding energy (local vs. global minima)
Bcl-2 Bcl-xL Bcl-w Mcl-1 Bfl-1 Bcl-B
aBCL2 -55.7 -63.7 -42.9 -61.7 -58.9 -56.7
aBCLXL -52.2 -80.0 -47.5 -48.2 -45.0 -57.8
aBCLW -40.7 -51.4 -76.6 -30.1 -25.9 -39.5
M-CDP04/aMCL1 -33.3 -58.9 -49.4 -75.7 -51.5 -49.0
aBFL1 -62.5 -54.6 -44.5 -50.8 -59.7 -49.7
aBCLB -39.6 -55.2 -48.8 -47.3 -41.5 -58.9
Dissociation constants (K;)
Bcl-2 Bcl-xL Bcl-w Mcl-1 Bfl-1 Bcl-B
aBCL2 0.8+0.5 3,500 + 300 1,900 + 300 > 75 uM > 75 uM > 75 uM
aBCLXL 4,000 + 1,000 5.6+ 0.4 40,000 + 10,000 > 75 uM > 75 uM > 75 uM
aBCLW 5,700 + 1,000 1,600 + 100 1.0+0.2 > 25 uM > 25 uM > 25 uM
M-CDP04/aMCL1 20,000 +2,000 | 340,000 + 10,000 | 200,000 + 200,000 0.15+0.06 200,000 + 200,000 | 20,000 * 10,000
aBFL1 320 + 40 900 + 200 7,400 + 600 1,700 + 800 1.0+0.6 31,000 + 8,000
aBCLB > 25 uM > 25 uM > 25 uM > 25 uM > 25 uM 25+6

Figure 5—figure supplement 3
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