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Table S1  Apparent pKa values of the ionisable residues calculated with Rosetta.

Residue v-Src-SH3  v-Src-SH3 v-Src-SH3 6XVN 6XVO
QI128R N117D-VI124L WO95R-196T A/B A/B
Tyr90 9.8 9.8 9.8 9.5/9.8 9.8/9.8
Asp9l 3.0 3.3 3.1 3.1/3.1 3.2/3.2
Tyr92 10.5 10.2 10.8 10.5/11.1 10.5/10.4
Glu93 4.0 4.5 4.6 3.9/4.1 4.5/4.5
Glu97 4.5 4.4 4.5 4.4/4.3 4.4/4.4
Asp99 1.3 2.8 3.1 2.7/2.7 3.12.9
Lys103 11.7 10.5 10.6 10.7/10.7 11.6/11.8
Lys104 10.6 10.6 10.7 10.6/10.6  10.6/10.6
Glul06 4.0 4.3 3.3 4.3/4.3 3.7/4.1
Glull15 4.5 4.4 4.0 4.6/NM 4.5/4.5
Aspl17 NP 3.7 NP 3.9/3.7 4.1/4.1
His122 6.7 4.4 6.7 5.4/6.4 6.6/6.4
Tyr131 9.8 9.8 10.4 9.8/9.6 9.7/9.7
Tyr136 9.6 9.8 9.8 9.4/9.9 9.7/9.7

NM-not modelled; NP-not present.



