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autoPROC 1.3.0 (20200318)
XDS VERSION Jan 31, 2020 BUILT=20200131
AIMLESS Version 0.7.4
STARANISO Version 2.3.33 (11-Apr-2020)
CCP4 Version 7.0.078
Host server8
User vonrhein (group = users)
Date Fri Apr 24 15:47:24 CEST 2020
autoPROC /home/software/xtal/GPhL/20200420
ADRP_MPA_M4_F8 eg_data_ #####.cbf (1500 images,
375°)

Isotropic data analysis:
Spacegroup P21
Cell parameters 37.177 33.174 60.612
90.000 96.181 90.000
Wavelength [A] 0.97918
Overall Inner Shell Outer Shell
Low resolution limit 30.130 30.130 1.016
High resolution limit 0.999 2.712 0.999
Rmerge (all I+ & 1-) 0.056 0.040 1.671
Rmeas (all I+ & I-) 0.060 0.044 1.973
Rpim (all I+ & I-) 0.023 0.017 1.024
Total number of observations 472052 27264 6263
Total number unique 73076 4079 1804
Mean(l)/sd(l) 13.9 37.5 0.8
Completeness 91.6 98.6 45.5
Multiplicity 6.5 6.7 3.5
CC(1/2) 0.998 0.997 0.382
Anomalous completeness 90.3 99.2 41.8
Anomalous multiplicity 3.3 3.5 1.8
CC(ano) -0.299 -0.314 0.015
|DANOJ/sd(DANO) 0.716 0.601 0.754

1/4



Final scaling/merging - isotropic data analysis
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Fig.1: R-values as a function of resolution
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Fig.3: CC1/2 as a function of resolution
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Fig.5: Multiplicity as a function of resolution
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Fig.7 : Completeness as a function of image number

Rpim ———
(raw)
Rmeas
(raw)
Rmerge
(raw)

smooth
raw

ano
(raw)

all
(raw)

ANO <-
(raw)
Al <-
(raw)

ANO ->
(raw)
Al ->
(raw)

Completeness
Wy gom g 388 8 8w 8 8
1.0 S 7_\_7~7 T P g Tk T T T 5 ano
(raw)
all
(raw)
08 | -
@ 06 e
2
2
9
=
5
O 04
02 -
00 i i ; i i i i i i
6.48 2.87 214 178 1.56 1.40 128 119 112 1.05 1.00
Resolution [A]
Fig.2: Completeness as a function of resolution
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Fig.4 : I/sigl as a function of resolution
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Fig.6 : R-values as a function of image number
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Final scaling/merging - isotropic data analysis
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Fig.9: SigAno as a function of resolution
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