rOe distance restraint refinement protocol

All minimization and refinement calculations were performed using SANDER module of AMBER 10.0. The 500 steps of steepest descent energy minimization were performed using the generalized-Born implicit solvent model (GB)
 on starting built structures to remove bad contacts associated to residues. This was followed by distance restraint Molecular Dynamics simulated annealing using GB model. rMDSA was performed for a period of 20 ps using input rOe distance restraints (Tables S1-S5). The protocol involved: 0-5000 steps heating the system from 0 K to 600 K, 5001-18000 steps cooling the system gradually from 600 K to 100 K with long TAUTP, 18001-20000 steps cooling to 0 K, 0-5000 steps tight coupling for heating and equilibration (TAUTP = 0.4), 5001-18000 steps of slow cooling (TAUTP = 4.0-1.0), 18001-19000 steps of faster cooling (TAUTP = 1.0) and 19001-20000 steps of fast cooling, like a minimization (TAUTP = 1.0-0.1). The weight of the restraints gradually increased the weight from 0.1 to 1 between step 0 and step 3000 and for the rest of the run (step 3001 to 20000) we kept the weight of the restraints at 1.
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