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 Select plate

 Select (toggle!!) Formulatrix (RC)

 Select 1 Subwell

 Target dispensing location (right click)

 Save list before moving to next plate 
(ECHO – 1 Target)

Save to here:

Y:\data\proposal\visit\processing\lab36\crystal-targets

Repeat steps 1, 2, 4, and 5 (yes, step 2 
also, bug!!) for another plate

Arrow keys on keyboard to move 
previous/next

Check the crystal target output csv files X 
and Y should be within +/- 1300 (for 
swissCI-3drops)











- Use ‘tserver’ to go on Windows 
machine

- TexRank shortcut on desktop

TexRank



SoakDB
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 Click: Load Data File

The red bar at the top means that the datafile 
and soakDB are not in sync, that the datafile 
is currently updating, or there is another 
error.

Do NOT keep working with a red bar! Try the 
error reset button (to the right).

Datafile activity is indicated in the bottom left 
corner



 

SoakDB

UNDO/REDO in case of major errors
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Before doing anything else, protein 
acronym (must match your ERA!), 
beamline visit, crystal details and data 
collection strategy need to be entered 
(far right of sheet)

       



  
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After loading datafile, the red bar will be gone, lab 
visit will be identified

 Select a library from the dropdown; compound 
information will be populated

 Alternatively, for solvent characterisation or 
custom library, enter manually in green columns



    



8

 Alternatively, for solvent characterisation or 
custom library, enter manually in green columns

    
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 Enter the crystallisation drop 
volume

 Import plates. Select crystal target 
lists from TeXRank targeting (csv files)




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

 Click Create Batches. If 1 batch per 
plate is selected, each crystal plate will 
be assigned a batch.

Alternatively, uncheck 1 batch per 
plate, and enter the desired number 
of  crystals/batch

 or manually assign batch numbers


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

 Enter the library/compound 
concentration, and the desired final 
solvent concentration. Click (re)calculate 
and add to pending

 Alternatively, manually enter desired 
values in the green columns, and then 
click (re)calculate and add to pending

 
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 Example for solvent characterisation: 
Manually entered 6 concentrations of 
DMSO, in duplicate.

 
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 Click Export Pending. This will place 
csv files for the Echo into the lab36/echo 
folder.

One csv file is created for each batch





Soak crystals!
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 After Echo transfer of each batch, 
click “done”. This will assign a timestamp 
to batches that have been soaked


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 Repeat for cryo, if necessary


















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Click Export pending to generate csv 
files for shifter mounting. One csv file 
per batch is created.

Tick this box if you are going to use 
the old shifter




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Mount Crystals!
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 Click Load mounting to load results of 
crystal mounting


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⓫ Ensure data collection strategy is entered

⓬ Click update ISPyB status

⓭ Click Export pending for ISPyB. A single csv 
file is created for all pending crystals.

⓫⓬ ⓭
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On the “Pucks” tab:

⓮ Enter information in green boxes

⓯ Click Update/Save Changes. Click on YES 
for the pop up on overwriting the list

⓰ Puck details will be brought in

⓱ Manually enter the storage dewar shelf 
number for each puck in this column

⓲ Click Update/Save Changes again

⓯

⓰
⓱

⓲

⓮

Puck Management
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• Run script
• Open PuTTY and connect to ssh.diamond.ac.uk

• Navigate to the visit directory 
(/dls/labxchem/data/PROPOSAL/VISIT/processing/lab36/ispyb

• Execute 'csv2ispyb PROPOSAL_TIMESTAMP.csv'

• Wait until the upload is finished, and check that no error messages occur

• Check ISPyB for newly created 'shipment'

• Add pucks to XChemQueue

CSV2ISPyB

https://docs.google.com/spreadsheets/d/1MmXJAIi_czjnfZUxo3Hy18yqXRqw939XgOs62MPs-2Y/edit#gid=0

