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Martin Moche

Från: Hall, Dave (DLSLtd,RAL,LSCI) <David.Hall@Diamond.ac.uk>
Skickat: den 20 september 2021 18:19
Ämne: MX at Diamond Updates

Below are some updates relevant to MX at Diamond and a reminder we are now open to users after the Summer 
shutdown so please send in your samples for beamtime (see 
https://www.diamond.ac.uk/Instruments/Mx/Common/MX-Beamtime-guide-2021.html for details on MX 
beamtime access). 

Using Molecular Replacement models in our automated pipelines 

If you aren’t already aware, the DIMPLE pipeline for difference map calculation will run a simple phaser MR job if 
too high an R-factor after rigid-body refinement occurs in data up to 3.5 Å. The MrBUMP pipeline has been updated 
to use a pdb file for molecular replacement (used to be sequence only).  

For both of these pipelines please add the pdb file in ISPyB when registering your protein 
(https://www.diamond.ac.uk/Instruments/Mx/Common/Common-Manual/Using-ISPyB/Registering-protein.html) or 
at any time prior to data collection and it will be used for any data collection in the future involving that protein. The 
provided model could be an x-ray structure or from Alphafold or RoseTTAFold.  

New Principal Beamline Scientist 

We are happy to welcome Mike Hough as Principal Beamline Scientist on the room temperature crystallography 
beamline VMXi (https://www.diamond.ac.uk/Instruments/Mx/VMXi/Staff/Hough.html). He will be working with the 
VMXi and MX team to extend the in-situ (plate based) and serial capabilities of the beamline and expanding the 
delivery of the VMXi user programme. To discuss the capabilities of the beamline and potential experiments, please 
contact Mike (michael.hough@diamond.ac.uk).  

Beamtime and call for proposals 

The call for proposals for AP31 (April to September 2022) is now open (https://www.diamond.ac.uk/Users.html). 
The deadline for this call is Wednesday 6th October at 17:00hrs. Please follow the instructions you have received by 
email from the useroffice. Changes to the forms have been made to help improve the peer review process as part of 
long-term improvements – if you have any feedback please let us and the user office know so we can improve future 
calls.  

For this open call (AP31) in response to feedback we have increased the word count limit for the Life Science BAG 
case for question 6 (Scientific case for proposed project) to 2000 words.  

You may have recently received an update on your proposal’s time utilisation. The numbers in this update refer to 
the period 01/07/21 to 31/12/21. This is known as AP29-30 and corresponds to applications made in April 2021. This 
award is displayed in UAS however as an award for AP29 (Aug2021- Oct 2021).  Additionally, if you are a user of 
unattended data collection the current recorded times in UAS do not represent your true usage hence our inclusion 
of these in the email. 

Please note that your current proposal (AP29-30) will be extended for three months up to March 2022. Extra time 
will be given on a pro-rata basis of your current award. This will bring the application schedule back onto the normal 
six-monthly cycle after the disruption due to COVID. The numbers shared in the time utilisation email do not include 
this pro-rata extension. 

I23 time is available for BAGs for experimental phasing and ion identification experiments in responsive mode access 
through AP30. We recommend you request I23 shifts as part of your application for allocation period AP31 for use in 
responsive mode access to this unique beamline capability. For requests and further information, please contact 
Armin Wagner (armin.wagner@diamond.ac.uk). 
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There is a new role in UAS – that of “Associate”. You can use this role to add new people to your proposal, to enable 
them to ship samples, or be associated with a UDC visit. An Associate has a relationship to the proposal outside of 
the UAS (such as in ISPyB) but has no permissions to access the proposal in UAS or scientific data (unless granted 
access by being added to specific sessions). For those of you who have recently changed proposal number, you can 
add people to UAS to enable them to see the new proposal in ISPyB. 

Training 

The 8th Winter 2021 CCP4/DLS Data Collection and Structure Solution Workshop will be held virtually between 29th 
November and 10th December (https://www.ccp4.ac.uk/schools/DLS-2021/index.php). Registration is now open at 
https://www.diamond.ac.uk/Home/Events/2021/Diamond-CCP4-Data-Collection-and-Structure-Solution-Workshop-
2021.html. 

We expect to run virtual BAG Training for MX user groups towards the end of November. More details to follow 
soon – if you have any suggestions for specific topics you’d like to see covered please let me know and we’ll see how 
we can incorporate this into the programme we are developing.  

If you have undergraduates looking for placement years then please direct them to 
https://www.diamond.ac.uk/Careers/Students/Year-in-Industry.html where they can find several opportunities in 
life science that may be of interest. 

Work with us 

We currently have an opening for a beamline scientist in the XFEL Hub, for more information please contact Allen 
Orville (allen.orville@diamond.ac.uk). More info and how to apply here: 

https://vacancies.diamond.ac.uk/vacancy/beamline-scientist-xfel-hub-455548.html).  

Diamond is also looking for a team leader for ISPyB software development. See here: 

https://vacancies.diamond.ac.uk/vacancy/senior-software-engineer-team-leader-ispyb-455715.html 

If you have undergraduates who have an interest in software as a career, our graduate software engineer scheme is 
currently open to applications here: 

https://vacancies.diamond.ac.uk/vacancy/graduate-software-engineer-453363.html  

 

Best wishes 

Dave Hall 

On behalf of the MX team 
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This e-mail and any attachments may contain confidential, copyright and or privileged material, and are for the use 
of the intended addressee only. If you are not the intended addressee or an authorised recipient of the addressee 
please notify us of receipt by returning the e-mail and do not use, copy, retain, distribute or disclose the information 
in or attached to the e-mail. 
Any opinions expressed within this e-mail are those of the individual and not necessarily of Diamond Light Source 
Ltd.  
Diamond Light Source Ltd. cannot guarantee that this e-mail or any attachments are free from viruses and we 
cannot accept liability for any damage which you may sustain as a result of software viruses which may be 
transmitted in or with the message. 
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