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Report: 

Crystals measured at the ID30B beamline at the ESRF from April 22th to April 23th in the context of the MX-

2348 project. A total of 92 crystals from two projects were checked at the ID30B beamline, for all of them it was 

the first time diffraction and it was uncertain whether they were crystals of protein or salt, and whether they 

would diffract.  We could finally collect 8 datasets. Next you can find the highlights of the results for the two 

projects: 

 

1)  The structural/function mechanism for the deSUMOylation activity of the USPL1, a member of the USP de-

ubiquitinase family. 

Four datasets could be collected for this project. One at high resolution (1.8 Å). Crystals belonged to 

the monoclinic space group, P21, and contained one USPL1-SUMO complex per asymmetric unit. The structure 

could not be solved by molecular replacement because the sequence identity with the possible models are less 
than 20 %. We expect in the next future to use heavy atoms soaking to find the phases. 

Here you can find a statistic table of the best dataset collection from the program aimless: 

                                               Overall    InnerShell   OuterShell 
Low resolution limit                   69.93        69.93            1.89 
High resolution limit                   1.85           9.08            1.85 
 
Rmerge  (within I+/I-)                0.079          0.055          0.695 
Rmerge  (all I+ and I-)               0.088         0.057           0.736 
Rmeas (within I+/I-)                   0.112         0.078          0.977 
Rmeas (all I+ & I-)                     0.109         0.071           0.947 
Rpim (within I+/I-)                     0.079          0.055           0.685 
Rpim (all I+ & I-)                        0.065         0.043           0.587 
Rmerge in top bin                     0.060               -                -  
Total number observations       75006          613            3412 
Total number unique                30339           260            1543 



 

Mean((I)/sd(I))                              6.0           14.2             1.2 
Mn(I) CC(1/2)                             0.991         0.992          0.531 
Completeness                            94.8            88.2           78.3 
Multiplicity                                   2.5              2.4              2.2 
Mean(Chi^2)                               0.89           0.83            0.80 

 

 

2)  The structural/function mechanism of the Nse2 SUMO E3 ligase, which is a subunit of the Smc5-Smc6 
complex.  

A few datasets could be collected for this project, the dataset with the highest resolution reached only 

4.5 Å. Crystals belonged to the trigonal space group, P3121, and contained one complex per asymmetric unit. 

The structure could be solved by molecular replacement using two components of the complex and the final 

electron density showed the different chains at this low resolution (4.5 Å). The goal for the next trip to ESRF 

will be to improve the resolution of the crystals of this complex. 

Data set of ther best collection: 

 
                                                    Overall     InnerShell    OuterShell 
Low resolution limit                      98.148       98.148          4.792 
High resolution limit                      4.511        13.665           4.511 
 
Rmerge  (all I+ & I-)                        0.161       0.057          1.550 
Rmerge  (within I+/I-)                     0.162        0.055          1.472 
Rmeas   (all I+ & I-)                        0.174       0.063           1.649 
Rmeas   (within I+/I-)                     0.186        0.064           1.673 
Rpim    (all I+ & I-)                          0.063       0.026           0.559 
Rpim    (within I+/I-)                        0.090       0.033           0.788 
Total number observations            38767        1412           2140 
Total number unique                      4978          248              250 
Mean(I)/sd(I)                                     7.7           23.8            1.5 
Completeness (spherical)               83.4          98.8            26.0 
Completeness (ellipsoidal)              89.8          98.8           43.3 
Multiplicity                                         7.8            5.7             8.6 
CC(1/2)                                           0.997       0.997          0.647 

 
Final low-resolution complex structure of Nse2/Smc5-Ubc9-SUMO at 4.5 Å: 
 

 
 
 
 


