Table S1: Detailsof All Talin Simulations

Simulation Proteins Duration (ns)

tal-sol-AT FO-F1-F2-F3 (loop-res. 134-172; simulation in agueous 2x100
solution)

tal-h2F0-CG FO-F1-F2-F3 (loop-res: 134-172/helix-res:154-167; 5x1500

conformation derived from the tal-sol-AT simulations)
tal-h2F0pc-CG FO-F1-F2-F3 (loop-res: 134-172/helix-res:154-167; 5x1500

conformation derived from the tal-sol-AT simulations)

tal-IFOF1-CG FO-F1-F2-F3 (loop-res. 134-172; conformation derived from 5x1500
the tal-sol-AT simulations)

tal-125-CG FO-F1-F2-F3 (loop-res: 134-172; harmonically restrained 25 5x1000
kJmol/ A%)

tal-I50-CG FO-F1-F2-F3 (loop-res. 134-172; harmonic restrained 50 5x1000
kJmol/ A%)

tal-14E-CG FO-F1-F2-F3 (loop-res: 134-172 [4E]) 5x1000

tal-IK324D-CG ~ FO-F1-F2-F3 (loop-res: 134-172 [K324D]) 5x1000

tal-h2FO-AT FO-F1-F2-F3 (loop-res. 134-172/helix-res.154-167) 3x45

In all simulations a POPC/POPG hilayer (ratio 3:2) was used, with the exception of the tal-h2F0pc-
CG where a POPC bilayer was used.



