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EXI : a new Interface for ISPyB

S. Monaco



. ISPYB DATABASE
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The structural biologist’s
experiment companion:

« Sample tracking to or from the synchrotron

e Electronic logbook for MX and BIOSAXS

- experiments assisting users (sample list,
results view, complex experiments overview)

- source of information for automatic
experiments (MASSIF-1)

- the memory of a project
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. ISPYB : OFFICIAL PAN-EU COLLABORATION

Collaboration agreement contract signed in January 2017 by 8 sites :
» Real wish to develop together (share manpower resources)
* To provide the same results/tools to our user communities
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EXI: EXTENDED ISPYB
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EXI : same Java technology as ISPyB GUI
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. EXI MX : DEVELOPMENT AIM

. of summary page especially with
complex workflows (WF)

* No going back and force to other pages to
visualize more details

accesses to avoid manual reading

. of the processes (vs. an interface
evolving over 10 years with multiple add-ons)

--------
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EXI MX: ENRICHMENT OF THE SESSION SUMMARY PAGE

Version: 035
Wz

Prepare Experiment  Data Explorer Log out MX1862@smonaco
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EXI MX: SESSION SUMMARY

Run #1 0SC Jul 20, 2018 4:23.03 PM
[datalvisitor/mx415/id30b/20160720/RAW_DATA/thermitherm 107
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Run #1 0SC Jul 20, 2016 4:23:03 PM
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Data Explorer

Offline Data Analysis

search by

Beamline Parameters
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EXI MX: STRUCTURE SOLUTION OF SAD PHASING

Version: 0.9.8

‘-—~§=,_, EXiMX extended ISPyB for MXacrs Reloased: 2016/12/22

Home Shipmen ote nd C Prepare Experiment Data Explorer

Warkliow & XrayCentering Type Helical
Proteln Res. {corner) 149 A(1.16 A)
Samgle Wavelength 0863 A

Prefix line-kdmb2_peak Phi ranga 0.0508333 *
Images 80 Phi start (total) 182.056° (3.06%)
Transmission 36.9312 Exposure Time 01s

Fiux start 1.99e+11 phisec Fiux end 2.03e+11 ph/sec

Run #1 0SC Dec 15, 2016 12:26:46 PM
Idata/visiiorfmx 1862/id29/20 161 215/RAW_DATAKRKmMB/2/PEAK

Summary

P1211 Completeness Res. Amerge

Workliow Type osc
Innar 100% 83 ao
Protein Res. (corner) 1.21 A (0.98 A)
Quter 87% 14 839
Sample Wavelength 0.863 A
. ok 1 P e e
Images 3600 Phi start (total) 360° (360°)
cell A cell B cell C
Transmission 4.15006 Exposure Time 00378 362 307 637
Alpha Beta Gamma
Flux start 23410 phisec Flux end 3.07e+10 phisec = a3 M |

Automatic SAD appears to have worked with the space group P1211

Run #1 Characterization Dec 15, 2016 12:24:30 PM
Jc 161216/RAW_DATAKRKmMB/2
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EXI MX : SAMPLE DESCRIPTION

Description of more generic shipment to fulfill all
liquid, spine, unipucks..) — under validation

Beamline needs (plates,

Version: 0.9.8
Released: 2016/12/22

—— = Version: 0.9.8
ﬁ EXIMX Extended 1sPyB for Mx; e
Shipm
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@
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@
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8
g
10
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12
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T
© Ready\_;) Ready
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. EXI MX: SYNCHRONISATION WITH MXCUBE PREPARATION

Rnasec w13 i
ESRF

Log out mx415@mx415

« Simplification
 Management of multiple sample changers of the ESRF
beamlines
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EXI BIOSAXS SINCE JAN 2016

EXiSAXS Extended IsPyB forSAXS

Data Explorer
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. PLAN FOR EXI FOR THE STRUCTURAL BIOLOGY COMMUNITY

- Beta testers for feedback once all major tools in place

- Open to all MX community

- MR results display

- Presence of ligand probability (INEXT)

- Off line data processing : DIMPLE, “mesh & collect” HCA

-Finish polishing existing pages
-New developments for membrane proteins (INEXT, SOLEIL
and EMBL HH)

Database work done by DLS — EXI webpages to come

retrieve results from multiple techniques, from
multiple sites
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. HOW TO ACCESS IT?

s EXiMX E&xtended ISPyB for MX.-.
P,

«. |Demo on MASSIF-3
this afternoon




. EXI: A SPECIAL THANKS TO

 Alejandro de Maria

» Sergio Gonzales

e Solange Delageniere
 Olof Svensson

e Marcin Wojdyr
(DLS) for Uglymol

« All ESRF Automation Task Force members

D. Van Stetten, M. Nanao, A. Mc Carthy (EMBL), M. Bo wler (EMBL), M.
Brennich (EMBL), P. Pernot

« Gordon Leonard
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