-

experimental and molecular dynamics simulation approach:
Picosecond-nanosecond dynamics of the Rho GTPase binding

domain of plexin-B1 in the dimeric state indicate allosteric

Mirco Zerbetto, Ross Anderson, Sabine Bouguet-Bonnet, Mariano Rech, Ligu

Supporting Information

Supplementary Text: -

The SRLS generalized order parameter.

An order parameternS%S > can be defined from SRLS as follows.:
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individual MD trajectories, as described in the text. Black squares and red circles
distinguish between data calculated respectively for the first monomer (residues 1 to
124) and the second one (residues 125 to 248)——
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7 -20.436 -1.207 -0.476 -0.705 +__ Y Formatted
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12 -23.335 -2.615 -0.480 -0.992 «._{ Formatted
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61 5.388 -11.491 -0.357 -1.063
62 -18.093 -2.682 -0.475 -0.994
64 -46.942 -11.728 -0.491 -1.174
65 -42.699 -1.686 -0.489 -0.858
66 -5.881 -39.048 -0.489 -1.127
67 -3.247 -52.724 -0.491 -1.049
68 -5.077 -4.241 -0.438 -1.049
69 -5.009 -2.072 -0.420 -0.874
70 2.156 -6.873 -0.330 -1.010
72 -3.570 -1.200 -0.377 -0.630
73 -0.638 -1.363 -0.186 -0.555
74 -7.941 -0.426 -0.438 -0.286
75 -5.041 -2.017 -0.419 -0.865
76 -10.501 -2.792 -0.460 -0.991
77 -15.973 -2.140 -0.471 -0.928
79 -14.540 -2.770 -0.470 -0.997
80 -3.970 -3.380 -0.420 -0.998
81 -10.851 -2.657 -0.460 -0.980
97 -35.617 -44.324 -0.493 -1.208
98 -58.202 -28.196 -0.494 -1.202
99 -68.164 -3.544 -0.493 -1.066
101 -21.819 -6.803 -0.482 -1.134
104 -27.229 -29.881 -0.490 -1.200
105 -6.279 -2.266 -0.435 -0.915
106 -20.608 -5.968 -0.480 -1.121
108 -70.841 -3.039 -0.493 -1.038
109 -40.130 -4.350 -0.489 -1.093
110 -24.863 -2.882 -0.481 -1.016
112 -20.929 -2.207 -0.478 -0.943
113 0.830 -6.231 -0.367 -1.032
115 5.121 -10.319 -0.321 -1.029
116 -0.816 -2.472 -0.288 -0.820
117 16.690 21.869 -0.052 0.836
118 2.550 -5.404 -0.180 -0.866
119 -0.202 -1.897 -0.176 -0.659
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109 3.73E+6 7.76E+11 0.0 0.0 -90.0 -112.5 4 -~ {Formatted
110 1.29E+6 3.51E+10 0.0 0.0 -42.0 -1164 4 - {Formatted
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