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ISPYB: Information System for Protein CrystallographY Beamlines

LIMs for Macromolecular crystallography beamlines

Slide: 2

What is ISPyB?

Access

• http://ispyb.esrf.fr
• To log-in: ESRF experiment number and password

Where is it used ?

• ID14-1, ID14-2, ID14-4, ID23-1, ID23-2, ID29

• BM14, BM16

• Diamond

Coming soon at

• ID14-3 (BioSAXS)
• Hamburg (Petra III)
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ISPyB Features & Modules

Experiment Management

Sample Management
Experiment Recording
Search and Reporting
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Most basic function - Experimental logging
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ISPYB can be much more if you use it properly !
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Lab Contacts

Select
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Edit
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How ?
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Creating Shipments
Shipment Creation

Dewar Labels (sending, return)

Email sent when dewar arrives at stores and when it leaves !
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From ISPYB link to Courier company
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Dewar Tracking
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Sample Management

Items:

• Shipments (set of dewars)
• Dewars (barcode, courier tracking number)
• Containers (barcode)

• Samples (barcode, protein acronym, crystal form,…)
Features:

• Online shipment description

• Shipment description upload (Excel file)
• Dewar Tracking
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How to get sample information into ISPYB

•Make sure that all sample sheets for the experiment have been submitted though 
SMIS and validated by safety.

•If sample sheets have recently been submitted you may need to update the 
database. Button found in Samples tab
•Create a Shipment
•Download a new excel sheet each time – the new sheet 

will have your newly submitted samples included
•Complete Excel sheets
• Upload information
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Create a shipment
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The more information you can provide the less chance of 
errors on the beamline.
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In ISPYB make sure the correct dewar is activated

Slide: 18

Linking the information in ISPYB through mxCuBE

•Use the barcodes : Scan barcodes in Sample Changer mxCuBE will 
automatically match barcodes scanned in Sample changer with 
information in selected shipment.

•If barcodes are not scanned correctly or if you are no t using 
barcodes – you can link the samples through ISPYB but becareful !
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Link Samples 
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Makes life easier on the beamline.
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Especially if you have sample code names 98761954780
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Data Collections

Data Collections of a Session
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Data Collections
Image thumbnails (image wall)Parameters & Results Crystal Snapshots

Data Analysis reports

Edge Scan XRF Spectrum
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Search and Reporting

Search

• Data Collection records (protein, sample, experiment date,…)
• Proteins
• Samples

Reports: Usually as data collection sessions
• Data collection lists – pdf
• Screening – pdfs & Word documents

• CSV for import into other LIMs
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Search
Protein or Sample

Data Collection
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Reporting
Pdf

Pdf

Word

Excel / Csv
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DNA & EDNA characterisation
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Sample Ranking Ranked Saples
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Ranking

Information from ranking can be used to direct further data collections

We are working on automatic ways of doing this…
In the future - Samples selected through ISPYB will be automatically loaded by the 
sample changer, centered using play-back centering and collected through 
mxCuBE.
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From your sample to your data analysis and then back again !
Sample Tracking, screening and further data analysis.
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Current & Planned Developments

•Extend to include EDNA characterisation as well as DNA
•Extend to include downstream Data processing statistics
•Linking snapshots in ISPYB for playback centering

•Data presentation/ visuallisation. Move from Session > Project 
view
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The Future Plans

•ISPyB and UPBL10/MASSIF 
•ISPyB for BioSAXS (ID14-3
•ISPyB for other beamlines

•ISPyB for other MX facilities
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ISPyB and UPBL10/MASSIF : extreme sample tracking

S D CS DS D R S D CS DS D R OutIn

Beamline #2

S D CS DS D R S D CS DS D R OutIn

Beamline #1

S D CS DS D R S D CS DS D R OutIn

Beamline #3

Sequential screening

Dedicated screening beamlines and then ranking and sorting of samples for data 
collection on other beamlines
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ISPyB For BioSAXS (ID14-3)

BioSAXS needs

• Sample Tracking
• Experiment Management (sample preparation, …)
• Experiment Recording (images, data files, beamline parameters,…)

• Search and statistics on past experiments
• Web interface (remote access)
• Link with MX experiments and SANS experiments…
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ISPyB: how does it help?

The Users

• Prepare Experiment at home not on the beamline
• Remote tracking by colleagues at home while the experiment is performed
• Information from ISPYB can be exported into the home labs database

• Long term tracking of experiments 
ESRF Staff (Including Data collection staff)
• Improved communication between Users and ESRF Staff

• Dewar description (beamline, local contact, user address)
• Sample description (description, bar-code, location, known unit cell dimensions, space 

group, diffraction plans, comments)

• Operator comments on data collections
Everyone knows where the dewars are at any time !
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ISPyB: how does it help?

Management and Operations

• Dashboards for monitoring operations
• Statistics on how experiments are carried out

• Screenings/Full data collections ratio,…

• Figures on feature usage (training, interface improvement…)

• Figures on data throughput (Data Collection Pipeline optimization)

Safety Like
• Sample Tracking
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How can we help ?

Send questions, comments and suggestions:

ispyb@esrf.fr


