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Figure S1: Association rates between CaM and the calcineurin CaMBR
from Brownian dynamics (BD) simulations using the BrownDye package [1]
(left panel). The binding of peptide to CaM’s N- and C- domain are treated as
independent events [2] (right panel). The overall association rate between CaM
and CaMBR is then approximated as 1/koverall = 1/kn +1/kc [2], where kn and
kc correspond to CaMBR association with the N and C domains, respectively.
The BD simulation parameters were fitted to reproduce the experimentally-
determined association rate at 1 M ionic strength .
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Figure S2: Superimposition of simulated fully-bound native-like CaM/-
CaMBR complex structure with the crystal complex structure PDB 4Q5U. The
simulated structures are shown as transparent cartoons. .
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Figure S3: Electrostatic potentials (-0.2 to 0.2) of collapsed and extend CaM
structures and the CaMBR helix. The electrostatic potentials were calculated
via the APBS program at 0.15 monovalent ionic strength. The pqr files of each
structure were generated using the pdb2pqr program with amber force field
used.
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