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Shel

I/Sigma in resolution shells:

Lower Upper % of of reflections with |
limt limt 0 1 2 3 5 10
50.00 4.74 0.0 6.8 18.8 26.6 36.3 47.5
4.74 3.76 0.0 4.4 11.9 18.1 27.3 42.8
3.76 3.29 0.0 5.3 15.1 23.3 33.8 50.4
3.29 2.99 0.0 7.8 21.7 32.7 45.5 61.7
2.99 2.77 0.0 10.8 29.0 42.2 56.2 71.9
2.77 2.61 0.0 13.0 35.5 50.2 65.1 79.6
2.61 2.48 0.0 15.7 41.7 57.9 72.3 84.6
2.48 2.37 0.0 18.7 47.4 64.1 76.6 86.2
2.37 2.28 0.0 21.9 50.0 63.6 73.7 80.6
2.28 2.20 0.0 20.7 43.0 53.4 61.1 66.9
Al hkl 0.0 12.5 31.3 43.1 54.6 67.1
Sunmary of reflections intensities and R-factors
R linear = SUM ( ABS(I - <I>)) / SUM (1)
R square = SUM ( (I - <I>) ** 2) [/ SUM (I **
Chi **2 =SUM( (I - <I>) ** 2) | (Error **
In all suns single neasurenments are excl uded
Nunmber Aver age Aver age Norm Li near
I error stat. Chi**2 R-fac
255947 66. 4 67.1 67.1 0.460 0.451
163601 146. 2 74.3 74.2 0.678 0.286
125536 288.9 81.6 81.1 0.810 0.176
93919 571.8 92.8 91.1 0.975 0.110
68100 1144.1 111.3 105.6 1.381 0.078
53608 2295.7 151.1 134.0 1.900 0.063
42326 4562.4  237.4 193.1 2.281 0.055
27185 8958.0 405.0 300.9 2.524 0.050
13779 17608. 8 724.4  492.5 2.520 0.046
6200 35560.5 1354.1 834.9 2.522 0.042
2536 69954.9 2502.9 1372.3 2.486 0.040
788 136703.5 4618.2 2176.8 2.737 0.039
106 263532.6 8457.5 3258.3 2.422 0.035
8 602218.6 18210.4 5146.1 4.788 0.051
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Summary of reflections intensities and R-factors by shells

R linear = SUM ( ABS(I - <I>)) / SUM (1)
R square = SUM ( (I - <I>) ** 2) /| SUM (I ** 2)
Chi **2 =SUM( (I - <I>) ** 2) [/ (Error ** 2 * N/ (N1) ) )
In all sums single neasurenments are excl uded
Shel | Lower Upper Average Aver age Norm Linear Square
limt Angstrom I error stat. Chi**2 R-fac R-fac
50. 00 4.74 102.3 2.8 2.2 1.324 0.052 0.056
4.74 3.76 113.2 3.5 2.8 1.636 0.063 0.062
3.76 3.29 68. 8 3.0 2.6 1.221 0.071 0.067
3.29 2.99 34.0 2.6 2.4 0.936 0.093 0.078
2.99 2.77 19.9 2.5 2.4 0.830 0.129 0.107
2.77 2.61 13.7 2.5 2.5 0.741 0.171 0.142
2.61 2.48 10. 8 2.7 2.7 0.679 0.203 0.168
2.48 2.37 9.1 2.9 2.9 0.641 0.227 0.188
2.37 2.28 8.8 3.2 3.2 0.637 0.217 0.170
2.28 2.20 8.5 3.3 3.3 0.690 0.213 0.175
Al'l reflections 40. 8 2.9 2.7 1.014 0.081 0.064



