Data Processing with iMosflm

launch the graphical interface
In the terminal, go in the appropriate directory :
cd data-oleron/RX/lyso-Gd-SAD

or
cd data-oleron/RX/lysozyme-renafobis/BM30A-2014-11-19

One directory contains data for the SAD phasing method, the other is for molecular
replacement.

Create a directoty for the processing :

mkdir process

cd process

set up the CCP4 environment and launch iMosflm:

setccp4
imosflm
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On the left side, you will find the different buttons that execute each step of data

processing : images (select the images you will process), indexing (autoindexation in order to
find possible cell parameters and possible spacegoup), cell refinement (optimize estimation
of cell parametes), integration (get the intensity of all spots on all images). The strategy
button is only usefull when collectind data.

Indexation

Select the imates :
Session -> Add images



A file browser pops up : go in the img directory that lies beside the proces directory
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Select the first image of the dataset : all images are loaded, the first image is displayed.
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Check the diffraction quality, the resolution limit...

Before indexing, you will have to change a parameter that defines the geomery of the
experimental setup :
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Click the indexing button : it starts automatically, using 2 images
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Settings -> Experiment settings

Tick the « Reverse direction of spindle
rotation.
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Check the proposed cell parameters : what are the lenghtes ? the angles ?
The default proposed symmetry (P4) can be used as a starting hypothesis.



In the frames displaying window, you can now load any images, and predicted spots for
this rotation angle will be displayed.

Integration and scaling

Hit the integration buttons : all images from the dataset are selected. Hit the process
button, get a cup of coffee while the computer works for you.

Keep an eye on the central profile (red circle) :
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If something goes wrong, you will see it quckly !
When processing is finished, we can validate our hypothesis about symmetry, and scale
and merge our data : click the QuickScale buron (green circle above). Get another cup of

coffee.

When scaling is finished, a new window pops up, where you can check what happens.




What is the proposed spacegroup ?
What does the Table 1 looks like ?
Are we ready for phasing ?



