Table S7. The contribution of each residue in the template peptide APSYSPPPPP to the SH3 domain binding (kcal/mol)
	Position
	SH3
	(Evdw
	(Eele
	(Egas
	(GGB
	(GSA
	(GGB/SA
	(Gtotal

	P-6
	Totala
	-1.3
	-36.6
	-38.0
	37.2
	34.2
	32.7
	-5.3

	
	Asn15
	0.0
	-6.2
	-6.2
	4.9
	-0.4
	4.6
	-1.6

	
	Trp47
	-0.7
	-0.6
	-1.3
	0.1
	-0.7
	-0.7
	-2.0

	P-5
	Totala
	-3.5
	-7.2
	-10.7
	6.6
	-2.6
	4.0
	-6.7

	
	Asp14
	-0.4
	-4.6
	-5.0
	4.3
	-0.3
	4.0
	-1.1

	
	Trp36
	-1.3
	-0.2
	-1.5
	0.0
	-1.0
	-1.0
	-2.5

	
	Trp47
	-0.8
	-0.1
	-1.0
	0.1
	-0.6
	-0.6
	-1.6

	P-4
	Totala
	-0.1
	-1.5
	-1.6
	1.5
	-0.1
	1.4
	-0.2

	P-3
	Totala
	-2.3
	-2.9
	-5.2
	2.6
	-1.9
	0.7
	-4.5

	
	Ser12
	-0.3
	-0.4
	-0.7
	0.1
	-0.5
	-0.4
	-1.1

	
	Asp14
	-0.5
	-2.3
	-2.8
	2.3
	-0.5
	1.8
	-0.9

	
	Trp36
	-0.7
	-0.1
	-0.8
	0.2
	-0.6
	-0.4
	-1.3

	P-2
	Totala
	-0.2
	-0.9
	-1.1
	0.9
	-0.1
	0.7
	-0.3

	P-1
	Totala
	-3.1
	-7.1
	-10.2
	6.7
	-2.6
	4.0
	-6.2

	
	Glu35
	-0.8
	-6.1
	-7.0
	5.8
	-0.8
	5.0
	-2.0

	
	Trp36
	-1.2
	-0.3
	-1.5
	0.0
	-0.9
	-0.9
	-2.4

	
	Pro49
	-0.4
	0.4
	0.0
	-0.3
	-0.6
	-0.9
	-0.9

	P0
	Totala
	-1.7
	-4.6
	-6.3
	4.5
	-1.5
	3.0
	-3.3

	
	Phe9
	-0.4
	0.3
	-0.1
	-0.3
	-0.6
	-0.9
	-1.0

	
	Tyr52
	-0.5
	0.0
	-0.5
	-0.1
	-0.5
	-0.5
	-1.0

	P1
	Totala
	-0.2
	-3.5
	-3.7
	3.5
	0.0
	3.5
	-0.3

	P2
	Totala
	-1.7
	-3.6
	-5.4
	3.6
	-1.5
	2.2
	-3.3

	
	Tyr7
	-0.5
	-0.2
	-0.7
	0.1
	-0.5
	-0.4
	-1.1

	
	Asn51
	-0.6
	-0.1
	-0.7
	0.1
	-0.6
	-0.5
	-1.2

	
	Tyr52
	-0.5
	0.2
	-0.3
	-0.2
	-0.3
	-0.6
	-0.8

	P3
	Totala
	-1.5
	16.9
	15.3
	-16.9
	-1.4
	-18.2
	-2.9

	
	Tyr7
	-1.0
	-1.1
	-2.1
	0.9
	-1.1
	-0.2
	-2.3


aTotal represents the interactions of residue at this position with the all residues of SH3
