MD simulation frame | C-SH3-P1 | C-SH3-P2 | C-SH3-P3 | C-SH3-P4 | N-SH3-P1
20 ns -3.2 -3 -1.4 2.7 -4.9
40 ns -3.8 -3.7 -2.0 -3.1 -7.3
60 ns -5.1 -4.4 -3.7 -3.6 -4.6
80 ns -9.5 -5.7 -5.4 -5.9 -5.2
100 ns -7.8 -5.7 -5.4 -5.9 -5.0
120 ns -5.8 -4.5 -3.5 -4.3 -4.3
140 ns -5.1 -4.9 -4.3 -4.7 -5.1
160 ns -6.6 -4.5 -4.1 -3.9 -7.0
180 ns -8.0 -5.4 -4.0 -4.6 -5.8
200 ns -5.3 -3.5 -2.5 2.7 -6.2
Mean 60+20| 46+10|36+13|42+13 | 55+1.0

Table S1:




