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SUPPORTING MATERIAL
Supplemental Movies

Transitions are evident in the trajectory startdith whe clusterl configuration (moviel), but not
in the trajectory started with a structure far airayn the major configurations (movie2, see
methods). In both movies, the SAM domain maincl&ghown in ribbon representation, and is
aligned on the EphA2 SAM domain. Note that in teeosxd movie, the configuration of the
complex is with helix5 nearly antiparallel. Thisedonot change/fluctuate over the course of the
simulation (see Fig. S2b).
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Supplemental Tables

Table S1. Analysis of cluster centers. Coordinate framemfthe four and six trajectories were
k-clustered by interface sidechain RMSD as desdr{bat-off 5.5 A). Cluster center population
in the trajectories and RMSD to starting structusegiven (underlined value is the closest). The
extent to which the experimental restraints arisfsad in these unrestrained calculations is
given; Q-factors for RDCs from the two alignmentdiaeand RMS deviation from ambiguous
and unambigious NOEs (experimental data from referé) are given. Q-factors31% and

RMS NOE> 1.0 A are in bold. In clustering all trajectoriéise 8 of 14 cluster center structures
no longer satisfy the NMR data well, amounting 8@of structures (another 26% of structures
in cluster12 are near the cut-off). * Cluster cem@re structures from the two non-converged
trajectories.

Clustering of 4

trajectories and rel. Q-factor RDC1 Q-factor RDC2 ROMS_NOE R!VISD to clusterl | RMSD to . RMSD to .
population (A) (A) cluster2 (A) cluster3 (A)
Clusterl  15% 28.0 29.9 0.65 1.74 4.03 4.74
Cluster2 4% 29.5 28.1 0.67 2.68 4.61 4.72
Cluster3 1% 42.2 35.6 0.44 4.14 7.50 2.46
Clusterd  17% 29.1 31.9 0.67 2.29 3.04 5.89
Cluster5 9% 28.1 28.7 0.67 2.07 3.89 5.10
Cluster6  53% 28.8 30.5 0.62 2.54 5.11 4.20
Clustering of 6 Q-factor RDC1 Q-factor RDC2 RMS_NOE (&) R!VISD to clusterl | RMSD to . RMSD to .
trajectories and rel. (%) (%) (A) cluster2 (A) cluster3(A)
population

Clusterl 4% 39.0 31.7 0.70 3.20 5.00 5.00
Cluster2 6% 27.9 29.1 0.63 2.90 3.44 6.28
Cluster3 7% 29.4 30.5 0.47 3.93 4.75 6.07
Clusterd 17% 27.7 28.8 0.66 2.51 3.81 5.70
Cluster5 1% 28.2 30.3 1.08 7.12 5.38 9.77
Cluster6 3% 29.2 29.5 1.20 2.76 5.06 4.61
Cluster7* 2% 41.9 43.1 2.01 11.38 11.53 8.74
Cluster8* 1% 27.2 29.9 0.94 5.66 8.83 2.98
Cluster9* 5% 31.0 28.9 2.50 10.85 11.81 8.22
Cluster10* 4% 29.8 30.6 1.26 10.40 11.57 7.53
Clusterll 17% 29.3 28.5 0.48 3.91 5.49 5.10
Clusterl2 26% 30.6 31.0 0.54 3.61 4.11 6.39
Clusterl3 4% 38.0 32.8 0.83 5.48 341 8.83
Clusterl4 3% 35.1 29.1 0.77 3.42 4.47 5.76




Supplemental Figures

Figure S1. Analysis of three trajectories (see Eifpr description of parameters). Trajectories
were started with a) a clusterl-like configurat{etructure refined without unambiguous NOEs
from reference 6), with b) cluster2 and c) the t@t& structure. The RMSD is calculated from
the starting structure (blue) and from the NMR dedli clusterl (green) as the reference.
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Figure S2. Analysis of two trajectories (see dedion for Fig. 2 and S1, above). Two
trajectories that moved/stayed away from the NMRved structures a) started with a cluster3
structure and b) started with a structure away ftloenthree NMR derived configurations (a
minor configuration in the structure determinatiithout unambiguous restraints, ref. 6). Note
the expanded scale for the inter-helix angle coegbér Fig. 2 and S1.
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Figure S3. Distances between ion pairs/hydrogenl lbemor-acceptor groups across the
interface, plotted as a function of simulation tirdéstances are indicated by colors (dark blue 2
A to dark red 16 A). The trajectories analyzedthose of Fig. S1. a) a clusterl-like
configuration (see legend of Fig. S1), b) clust&md c) the cluster3 structure. For those contacts
that match/are close to those the NMR derived etaste use the label C1, C2, C3, whereas for
those with contacts that partially match or adigiway from NMR derived contact pairings we
use C1'.
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b) started with cluster2 structure
€1 €1 €1 C3 C2 C1/2 C23 C2 €2 C1' C1" C13 C¥ C12 c2ics
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c) started with cluster3 structure
C1 €1 €1 €3 C2 C12 Cc23 €2 €2 C1° C1' C13 C3 C1/2 c2c3
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Figure S4. Same as Fig. S3, but for the two trajexs that showed few transitions (see Fig. S2).

a) started with cluster3 structure
c1 c1 c1 C3 C2 cCc1/2 €23 C2 C2 C1 C1 C1/3C3 cC12 C2C3
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