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Crystallographic data of Compound A
Space group: P3
Cell dimensions (A) . a,b=31.050 ¢=33.720
No. of molecules: 1/3 monomer in an asymmetric unit
MW: 9k Da
Crystal size(mm): 0.5x0.5x%x0.5
Condition of data collection
Temperature: r.t.
Exposure time for 1 image: 2 sec
Camera distance: 80 mm
Rotation range for I image: 1°
Total number of images: 180
Total data collection time: about 17 min
Wavelength (A) : 0.981

Statistics of the data from Compound A
Dmin(A) Rfac Rfull Rcum  I/fsigma  Nmeas Nref
3.16 0.018 0.017 0.018 35.6 2550 599

2.24 0.019 0.019 0.018 27.0 5431 1211
1.83 0.021  0.021  0.019 26.2 6569 1559
1.58 0.029  0.031 0.021 18.1 7289 1790
1.41 0.043  0.039  0.022 14.0 8126 2025
1.29 0.056 0.049 0.024 10.8 9385 2229

1.20 0.060 0.054 0.026 9.9 10134 2374
1.12 0.061 0.052 0.027 9.8 10633 2497
1.05 0.075 0.065 0.028 9.2 10300 2478
1.00 0.088  0.077  0.029 8.3 8513 2136

Overall 0.029 0.027  0.029 153 78930 18898
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Crystallographic data of ProteinX

Space group : P222,

Cell dimensions (A) :  44.2450 89.2950 119.0730

No. of molecules 1 monomer in an asymmetric unit
No. of residues: 271

Vsol (%) 66

Statistics of the data from SeMet-ProteinX

X-ray source - BL-5
Crystal size: 0.5 x 0.5 x 0.5 mm
Wavelength : 0.9789 A

0.9797 A

0.9600 A

0.9810 A
Temperature - 100 K
Exposure time: 5 sec
Resolution (A) 40-2.0(2.11-2.00)
Ry (%)% ° 5.2(23.0)
Isigl* : 10.4(3.1)
Total time: about 90 min

Analysis with Resolve (phasing modeling)
Total residues: 215
Number of fragments: 3
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