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Isotropic data analysis:

Spacegroup P3121
Cell parameters 167.722 167.722 51.941

90.0 90.0 120.0
Wavelength [A] 0.97872
Anomalous signal up to 5.5 A

Overall Inner Shell Outer Shell
Low resolution limit 54.900 54.900 1.862
High resolution limit 1.831 4.969 1.831

Rmerge (all I+ & I-) 0.052 0.031 0.769
Rmeas (all I+ & I-) 0.056 0.033 0.827
Rpim (all I+ & I-) 0.020 0.012 0.303
Total number of observations 539775 26628 26964
Total number unique 73738 3850 3691
Mean(I)/sd(I) 20.5 50.8 2.3
Completeness 100.0 99.9 100.0
Multiplicity 7.3 6.9 7.3
CC(1/2) 0.999 0.999 0.812

Anomalous completeness 100.0 99.6 100.0
Anomalous multiplicity 3.8 3.7 3.7
CC(ano) 0.105 0.239 -0.003
|DANO|/sd(DANO) 0.786 1.142 0.650
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Fig.1 :  R-values as a function of resolution Fig.2 :  Completeness as a function of resolution

Fig.3 :  CC1/2 as a function of resolution Fig.4 :  I/sigI as a function of resolution

Fig.5 :  Multiplicity as a function of resolution Fig.6 :  R-values as a function of image number

Fig.7 :  Completeness as a function of image number Fig.8 :  CCano as a function of resolution
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Final scaling/merging - isotropic data analysis



Fig.9 :  SigAno as a function of resolution Fig.10 : Scale factor (AIMLESS scaling) as a function of image number

Fig.11 : Scaling B-factor (AIMLESS scaling) as a function of image
number

Fig.12 : Decay B-factor (AIMLESS scaling) as a function of image
number
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Final scaling/merging - isotropic data analysis
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