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			    SUPPLEMENTAY INFORMATION

[bookmark: _GoBack]Table S1. α, β, R2 parameters for the Model C of SAMPL6 challenge. The parameters were calculated from the linear regression models performed by correlating the SAMPL5 binding free energies calculated with SOMD to experimental data. α and β are the slope and intercept of the linear regression model and R2 is the coefficient of determination of the model.
	Hosts
	α
	β
	R2

	OA
	+1.32
	-0.27
	0.87

	TEMOA
	+1.10
	-1.29
	0.77

	CB8
	+1.96
	+1.70
	0.64







