Total LGFEs	Minimized	Langevin Dynamics	Explict Solvent MD

Bcl-xL
	F	-10.2 (4.3)	-10.6 (4.2)	-13.8 (4.1)
	B	-10.1 (3.9)	-10.6 (4.0)	-15.8 (2.7)

Mcl-1
	F	-7.3 (2.9)	-7.2 (2.3)	-8.7 (1.5)
	B	-7.8 (3.9)	-7.0 (2.2)	-7.5 (2.2)

Difference, Mcl-1 - Bcl-xL	
	F	2.9	3.4	5.1
	B	2.3	3.6	8.3



Group contributions	Minimized	Langevin Dynamics	Explict Solvent MD
	
		Aromatic	Aliphatic	Aromatic	Aliphatic	Aromatic	Aliphatic
[bookmark: _GoBack]Bcl-xL
	F	-6.8	-3.4	-5.9	-4.4	-11.3	-2.5
	B	-7.1	-3.0	-7.2	-3.3	-12.4	-3.5

Mcl-1
	F	-4.7	-2.5	-4.9	-2.2	-4.0	-4.7
	B	-4.6	-3.1	-5.5	-1.5	-5.3	-2.2

Difference, Mcl-1 - Bcl-xL					
	F	2.1	0.9	1.0	2.2	7.3	-2.2
	B	2.5	-0.1	1.7	1.8	7.1	1.3

