Table S3. Ligands for the DPPA system
	Ligand
	PDB code
	ΔGexp (kcal∙mol−1)
	Net charge
	Ref.

	L18 (GL)†
	1dpp
	−8.08
	0.0
	1

	L19 (DA)
	Model‡
	−7.11
	−1.0
	1

	L20 (AT)
	Model
	−10.16
	0.0
	1

	L21 (AI)
	Model
	−9.87
	0.0
	1

	L22 (AV)
	Model
	*−10.52
	0.0
	1

	L23 (AW)
	Model
	−9.01
	0.0
	1

	L24 (KA)
	Model
	−10.40
	+1.0
	1

	Apo−receptor
	1dpe
	·  
	−8.0
	1


*The reference ΔG for calculating ΔΔGDPPA

†Amino acid sequence is indicated in the parenthesis by single−letter representation.

‡The model structure is built by fitting main chain atoms (see Figure S3).
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