Steps needed to use PXWEB for the pipelining experiments

1. A proposal account is created : MX-nn

A proposal account should exist, with a name like MXnnn. Let’s take for example MX415. This includes entry in ldap, entry in User Office db and directory : /data/id14eh3/external/mx415 should exist.

2. Samplesheets

Samplesheets should have been submitted to ESRF and validated by Safety.

The proteins described will then be readable by PXWEB.

3. External connection to PXWEB

Thanks to the SSL gateway, it is possible to connect from outside.

The address is :

 https://ssl.esrf.fr/pxweb
4. Using PXWEB

4.1.a Connect to http://pxweb.esrf.fr:8080/pxweb/   from inside and log in as mx415.
4.1.b Connect to https://ssl.esrf.fr/pxweb from outside  and log in as mx415.
4.2. Enter the proteins coming from the samplesheets inside PXWEB database

Click on “Protein/Crystal” tab and Select “Protein from samplesheets”: the new protein will appear in red, click on them to add them in database.

If you want you can edit/add a new crystal form attached to the protein, and you can edit the diffraction plan attached to it, click on “Add/Edit crystaltype & diffraction plan”.

4.3 Enter the description of the samples which will come in the dewar

Click on “Samples for experiment” tab and Select “enter 5 new samples”: select the correct  protein acronym, with the crystal type and diffraction plan, then enter the suffix (name of that particular sample, this name will be used later in the experiment to save images and data attached to this sample) and enter the bar code of the sample (bar code needed to use the sample changer). Do not forget to click on Save.

Click on “View/edit samples parameters” to have the overview of all the samples already entered, it is possible then to change the diffraction plan for a particular sample.

It is possible also to create a dewar, click on “new dewar”. A dewar is created and all the previous steps can be performed inside this dewar. This may be useful if many samples come in several dewars so as to sort them. This dewar form shall be used also if samples are recognized by their positions on canes in standard dewars (no use of code and sample changer).

4.4. Reading PDA file

In case a PDA file exists with sample information, it is possible to view it through PXWEB.

Put the PDA file in /data/id14eh3/external/mx415/ the file should have the name “pocketSample.xml”.

The data contained in this file (code, holderLength, loopLength, loopType, wireWidth and crystalUUID) can then be stored in PXWEB db. 

The problem is that there is then a “missing link” between this information and the experiment parameters in the database. 

The sample has first to be linked to its safety samplesheet by its protein acronym and also to its Crystaltype (cell dimensions, diffraction plan if one has been defined) by the space group name for example.

This link can be done through the PDA (this implies that the PDA can read information from the experiment database, to retrieve the list of protein acronym and space groups) or through a web form inside PXWEB. 

Currently it is done through PXWEB. Click on “Samples for experiment” then “View stored PDA file”, then it is possible to save the samples you want by linking it to the correct protein acronym/crystaltype.

4.5 Following experiment

Click on “Experimental sessions” tab and select the running experiment. All the data collections (of this experiment) with some parameters are displayed.

It is possible then to edit the comments, and skip some collections so as not to display them in PDF/HTML reports.

Click on one data collection to see more parameters, and click on the DNA link to see the integration DNA files.
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