Table S1. Crystallographic statistics of SULT1A1 structures
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Data collection ID14-4" 1D23-1“ 1D14-2° CuKa’ 1D29"
Space group P2,2,2, P2,2,2 P2,2,2 P2,2,2; C222,
Cell dimensions

a,b,c(A) 72.097,79.422, 72.634,122.781, 72.180,123.130, 72.176,81.273,  72.38,80.27, 123.16

121.807 44.764 44.240 121.760

o, B,y (°) 90, 90, 90 90, 90, 90 90, 90, 90 90, 90, 90 90, 90, 90
Wavelength 0.937 0.997 0.933 1.54 0.9795
Resolution (A) 2.7 2.28 2.0 236 2.36
Ryym OF Riperge 0.1(0.53) 0.11(0.33) 0.11(0.14) 0.09 (0.46) 0.102 (0.35)
1/ ol 30.1 (5.25) 43.1(6.6) 43(3.7) 26.2(2.35) 5.5(2.0)
Completeness 99.6 (96.7) 93.6 (86.6) 94.8 (57.4)
(%) 99.7 (100) 92.7 (100)
Redundancy 6.7 (7.0) 5.9 (4.9) 4.1(3.6) 55(3.8) 17.1 (17.7)
Refinement
Resolution (A) 2.7 2.28 20 2.36 2.36
No. reflections 133253 111214 105544 157974 239647
Ruyork / Riree 0.22(0.3) 0.19/0.23 0.18 (0.21) 0.21/0.27 0.17/0.22
No. atoms

Protein 2354 2423 2447 2374 2379

Acceptor/ion 54 41 55 76 47

Water 22 83 256 114 100
B-factors

Protein 19.1 34.0 15.4 272 31.1

Acceptor/ion 17.8 322 251 36.3 29.8

Water 11.1 35.0 263 242 30
R.m.s. deviations

Bond lengths

(A) 0.014 0.029 0.024 0.019 0.022

Bond angles

(°) 1.5 1.86 1.96 1.67 1.85





aThese data sets were collected at the European Synchrotron Research Facility, Grenoble, France. The highest-resolution shell is shown in parentheses. 
bThis data set was collected at the Macromolecular Crystallography Research Center, Ben-Gurion University of the Negev, Be’er Sheva, Israel. The highest-resolution shell is shown in parentheses.
