Table 1 Supplementary material Coordinates of the anomalous scatterers refined by
MLPHARE for the 1-180 degrees and 181-360 degrees separate wedges of the data
set collected at 1.540 A.

Atom 1-180 degrees 181-360 degrees delta
X Y Y4 X Y Y4
SG CYSA 6 17.543 30.231 -6.029 15.835 30.317 -9.470 3.84
SD META 12 18.875 33.050 4.957 18.888 32.848 4.888 0.213
SG CYS A 30 9.555 37.671 3.070 - - - -
SG CYS A 64 25.610 44.563 16.867 25.612 44.592 16.816 0.058
SG CYSA 76 23.652 37.671 19.198 23.603 37.718 19.315 0.135
SG CYS A 80 26.941 26.941 16.941 26.955 46.228 16.998 0.062
SG CYS A 94 23.261 38.376 17.237 23.376 38.418 17.277 0.129
SD MET A105 | 11.826 33.912 10.690 11.836 33.855 10.651 0.070
SG CYS A115 | 9.555 38.532 4.957 9.526 38.554 4.895 0.072
SG CYS A127 | 16.447 29.291 -4.513 16.370 29.389 -4.506 0.125
Clion 10.025 28.038 2.922 9.692 28.126 2.929 -
Clion 27.725 50.985 23.267 27.683 50.865 23.278 -
Clion 33.364 44.720 20.418 - - - -
S UNKA 8.302 46.912 7.916 - - - -




