Supplementary material (OH-APLA2)

Summary of observation redundancies

Shell % of reflections with given No. of observations
Lower | Upper
limit limit 0 1 2 3 4 5-6 7-8 9-12 | 13-19 >19 Tota
20.00 | 557 | 87| 144 276]| 261] 232 00| 0.0 0.0 0.0 0.4 91.3
557 | 443 | 18] 89 28.5| 337] 272 00 0.0 00[ 00 0.0 982
443 388 | 22] 79 28.1| 36.5] 253 0.0 0.0 00[ 00 0.0 97,8
388 [352 |12 77 29.8| 384 229 00 0.0 00[ 00 0.0 98/8
352 [ 327 | 19| 101 | 276] 375] 230 0.0 00/ 00 00 0.4 98.1
327 [308 | 12] 7.2 30.6 | 40.8] 20.2[ 0.0 0.0 00/ 00 0.0 98l8
308 | 293 | 08 7.2 31.6| 40.7] 19.7] 0.0 0.0 00[ 00 0.0 992
293 [ 280 | 47| 78 31.6| 37.7] 182 0.0 0.0 00[ 00 0.0 95,3
280 | 269 | 152 538 29.1] 31.8] 181 0.0 00/ 00 00 0.4 84.8
269 | 260 | 250/ 6.2 28.0| 256 152 0.0 00/ 00 00 0.4 75.0
All_hkl 6.2 | 83 29.2 | 349 | 21.3] 0.0 0.0 0.0 00] 00 93.8
Summary of reflections intensities aRdactors by shells
Shell % of reflections witH/o
Lower | Upper Norm | Linear | Square
limit  [limt [<0 [<1 [ <2 <3 <5 <10 [ <20 | >20 ] Total x> Rfac | Rfac
20.00 | 557 [ 0.8] 23| 43| 59| 9.0 157 350 55/3 913 2.174 0.054 0.059
557 [ 443 [ 09] 30| 51| 75| 123[ 220 462 520 982 2.118 0.065 0.070
443 |38 | 16| 42| 64 | 93| 153 274 528 450 97,8 2.p67 0.072 0.075
388 [352 [ 14] 51| 95| 137 203] 382 658 335 988 1841 0.082 0.p84
352 [ 327 | 23] 73| 13.7] 183 287 482 750 23]1 981 1/601 0.p98 0.p99
327 [ 308 | 45| 92| 16.4| 245 372 588 849 139 988 14443 0.[18 011
308 [ 293 [ 50[ 134 220 302 436] 695 902 9.0 992 1294 0.139 0.125
293 [ 280 | 48| 147 239| 327 479] 72p 904 49 983 1P66 O0.170 0.167
280 [ 269 [ 50| 124 224| 319 465 662 823 25 848 1P37 0.84 0.[/81
269 [ 260 [ 34| 133 245 336 450/ 622 736 14 7590 1]147 0.p05 0.193
Al hk 30 [ 84 | 147 ] 20.7] 304 | 479 695 243 93]8 1640 0.087 0.079

R linear =2[ABS(I - <I>)]/Z(1).
R square =[(I - <I>)?/Z(1?).

X% = =[(I - <I>)*)/[Error? N/(N-1)].
In all sums single measurements are excluded.



