Table S3. Stabilities. The stabilities of the local interactions between the ligand and AS for all MD simulations are reported here.
	
	DCH
	DHI
	DOP
	DOP-H
	DQ
	IQ
	LEUK

	Repr. 1
	Stable
	Stable
	Stable
	Stable
	Stable
	Stable
	Stable

	Repr. 2
	Unstable
	Unstable
	Unstable
	Stable
	Unstable
	Unstable
	Unstable

	Repr. 3
	Unstable
	Unstable
	Stable
	Unstable
	Stable
	Stable
	Unstable

	Repr. 4
	Stable
	Stable
	Stable
	Stable
	Stable
	Stable
	Unstable

	Repr. 5
	Stable
	Unstable
	Unstable
	Stable
	Unstable
	Stable
	Unstable

	Repr. 6
	Stable
	Stable
	Stable
	Stable
	Stable
	Stable
	Unstable

	MD-Derived
	Stable
	Stable
	Stable
	Stable
	Stable
	Unstable
	Unstable


