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Supplementary Information

Table S1. Structure factor moduli of selected Bragg reflections extracted from a merged diffraction pattern from the test protein using the whole-pattern fitting

approach, ‘FWPF ‘ , the integration approach, ‘F : ‘ and calculated using published data (PDB ID: 4AKS8), ‘FC ‘ Q" and Q' are the relative errors for ‘FWPF‘ and

‘F : ‘ respectively. The diffraction pattern was calculated in the (hk0) crystallographic plane from a set of 2000 crystallites with a mean of 30 unit-cells along [100]
direction and of 10 unit-cells along the [010] direction. The diffraction pattern was simulated on a 340x340 pixel array to 5.0 A resolution. The average relative

errors, <QWPF> =0.06 and <Q' > = 0.13, have been calculated with several weak reflections excluded (indicated in bold).

h o k| IF| [FWPF| — QQWPF IF] o [ h Kk 1 IS [FWPF| QQWPF IF| o

15 15 0 147944 138784 006 139208 0.06 | 9 15 0 348.55 33433  0.04 348.15 0.00
15 14 0 765.45 72129 0.06 67307 0.12| 9 14 0 169103 158070 0.07 165320 0.02
15 13 0 719.08 667.83  0.07 719.89 0.00| 9 13 0 601.14 559.13  0.07 618.65 0.03
15 12 0 119.05 118.77  0.00 6128 0.49| 9 12 0 427.85 41324  0.03 469.07 0.10
15 11 0 341.29 32121 0.6 29745 0.13| 9 11 0 718.64 673.14  0.06 739.90 0.03
15 10 0 140.19 13759  0.02 18396 0.31| 9 10 0 112.06 106.48  0.05 106.82  0.05
15 9 0 175.08 17120 0.02 14719 0.16| 9 9 0 164.33 152.49  0.07 184.38 0. 12
15 8 0 165.56 164.25  0.01 15263 0.08| 9 8 0 552.65 521.81  0.06 458.84 0.17
15 7 0 112208  1033.00 008 121934 0.09| 9 7 0 746.68 70497  0.06 766.41  0.03
15 6 0 885.83 83321 0.6 92519 0.04| 9 6 0 153.23 148.84  0.03 12182  0.20
15 5 0 564.17 536.45  0.05 47325 0.16| 9 5 0 276.23 250.15  0.06 284.48 0.03
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