Screenshot summary
· 61288_screenshot_1
· 5.1.2. Before processing data, create a folder from where XDS will be run. Locate the path to the images. 00:00-00:07

· 5.1.3. To run XDSME, type xdsme /path_to_images/image.extension in a terminal window. 00:08-00:18

· 5.1.4. After XDS has ended the job, check the CORRECT.LP file. Note the probability of the space group determination, data completeness, the highest resolution, crystal mosaicity, and data quality. Check also XDS_pointless.log to obtain the likelihood of space groups. 00:19-00:52


· 61288_screenshot_2
· Rerun XDSME with different space group solutions proposed by XDS in separate folder to avoid overwriting the previous process. Type xdsme -s space_group_name -c “unit_cell_parameters” /path_to_images/image.extension (e.g., xdsme -s P21 -c “43.295 137.812 61.118 90.000 110.716 90.000). 00:00-00:007

· Check the CORRECT.LP files and choose the best solution based on data statistics. (same as 5.1.4)

· Run XSCALE by typing xscale.py XDS_ASCII.HKL. Run XDSCONV by typing xdsconv.py XSCALE.HKL ccp4. 00:08-00:44


· 61288_screenshot_3
· 5.2.1. Prepare the starting model for molecular replacement using 4P6Y coordinates. From the pdb file, extract the monomer A and truncate its aminoacids in alanine using the PDB file editor in Phenix (under the Model tools tab). 00:00-00:12

· 61288_screenshot_4
· 5.2.2. Run Xtriage in Phenix (under the Data analysis tab) with the reflection file generated by XDSCONV (5.1.9) and the sequence as inputs. 00:00-00:12 

· 61288_screenshot_5
· 5.2.3. Check the log file from Xtriage. Note the completeness, the number of subunits in the asymmetric unit, the anisotropy, the presence of ice rings, and twinning occurrence. 00:00-00:10 (two important parameters for the following steps are shown with the cursor: the twin law h, -k, -h -l and 2 copies in the ASU)
· 61288_screenshot_6
· 5.2.4. Run Phaser-MR in Phenix (under the Molecular replacement tab) for molecular replacement using the reflection file, the sequence and the starting 4P6Y model truncated in poly alanine (step 5.2.1). 00:00-00:29 (2 copies in the ASU are input)
 
· 5.2.5. Upon completion, check if a model has been found and the score of the molecular replacement. A translation factor Z-score (TFZ) of at least 8 indicates that the solution is definitively correct. 00:30-00:34

· 61288_screenshot_7
· 5.3.1. After molecular replacement using Phase-MR in Phenix, select Run Autobuild. All the required files will be automatically added. Simply press Run to start autobuild. 00:00-00:18 (the twin law h, -k, -h -l is input here)

· 61288_screenshot_8
· 5.3.2. Upon completion, check the model in Coot. Build and refine the model manually according the electron density map in Coot. 00:00-00:29 (example of manual refinement, the whole structure must be manually checked)

· 61288_screenshot_9
· 5.3.3. Refine the manually curated model in Phenix (in the Refinement tab) using the model, the sequence, and the diffraction data as inputs. Refer to Phenix help to choose the right strategy. 00:00-00:25

· 5.3.4. After refinement, check the results: Rfree and Rwork must decrease, Molprobity51 indicators must be respected, and outliers with low real-space correlation must be limited. 00:26-00:49 (Molprobity indicators in blue are correct, in orange allowed, in red disallowed)
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· 61288_screenshot_10
· 5.3.6. Run Molprobity on the server: http://molprobity.biochem.duke.edu/. Check any outliers identified by Molprobity. 00:00-01:06 (Example of Molprobity results, the model must be improved as all several indicators are not respected, in red)

