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Starting point



ISPyB

Growing amount of essential features for SB e

Name:  THEPUCK Type: Unipuck Beamline : 1D23-1 #Sample Changer: 23 Status: processing

A Sample name field is mandatory and no special characters are allowed [ll A Protein + sample name should be unique for the whole proposal

#  protein | sample in Crystal Form . Aimed | Required | Beam | Numberof | _Aimed Aimed | Forced | Radiation | smiles | Tot Rot.| Min Osc. | Observed | Comments | Ligands
2 L=l Summary (-] a e (-] Acorym  Name  Barcode e Type | resolution  resolution Diameter positions  mutiplicity Completaness Space G. | Sensitiity Angle Angle  resolution &
Pan: @ s 014 0.0 tctcton 1 THAU  Thauxooot Pa22-(58,58,151-90,90,90) | MXPressF |14 B
e Bestrenut® — 2 THAU | Thauxoooz Paz2-(58,56,151-90,90,90) | MXPress0 |14 B
asing —
. . from grenc rafleproc L l —_— 3 THAU Thau-x0003 P422-(s8, 58, 151-90, 90, 90) MXPressE 14 11
ampl: Tha <0009 @ =r=T
2 e 4 THAU | Thaux0004 Paz2-(58,56,151-90,90,90) | MXPressF |14 B
) P2z e e - w HEl |
it - s 75 ! 5 THAU | Thaux0005 P422-(58,58,151-90,90,90)  MXPress0 14 22
s o o v 5 THAU | Thawxo00s PA22-(58,58,151-90,90,90)  MXPressE 14 m
#images (ot 1110 (1340) v CHEETND 57751 72 120 THAU | Thaux0007 Pa22-(58,58,151-50,90,50)  MXPressF |14 B
8 THAU | Thaux0008 Pa22-(58,56,151-50,90,90)  MXPressO 14 2
Transmision: 100% r——
b . 5 THAU | Thaux0003 Pa22-(58,56,151-50,90,90)  MXPressE |14 m
577 15024 10 THAU | Thaux0010 Pa22-(58,58,151-90,90,90) | MXPress |14 33
LAl 11 THAU Thau-x0011 P422-(s8,58, 151-90, 90, 90) MXPressE 14 222
12 THAU | Thauxooi2 Paz2-(58,56,151-90,90,90)  MXPress0 |14 T
e oy 15 THAU | Thauxoo1 Paz2-(58,56,151-90,90,90)  MXPressF |14 B
14 THAU | Thaux0014 Paz2-(58,58,151-90,90,90) | MXPress0 |14 E
Preetied paameterstotaotaton = 1110 egres,amedresoaton = L4OK: Pz 2 el 4580.6-56.0,c+ 1510, 350, betz=900, 15 THAU  Thaux0015 Paz2-(58,58,151-90,90,90)  MXPressE |14 it
e300
16 THAU | Thauxo0is Pa22-(58,58,151-90,90,90)  MXPressf 1.4 33
° ° ° oo 00000
SHOPROC. adoPROC stan EDNAox s CODGAS s oo sende

T ——— [ sy

Specialized data visualisation

Visual
Legend: << < > >>  Ppagelofl | Show20 v Unload sample changer

t_puck_Run3_20230!
Name DO_NOT_USE and drag containers to their locati
Samples: @nomnalysed @analysed °dataset @autapmcessed °phased Search. Stitie)  Createdsn D231
X Test_puck Run3_20230530 processing 06/06/2023
Processing indicator: + start_032023 at_ESRF  28/03/2023
4.60 Overall <1/Sigma> 16.20
E- ] + School_dewar at_ESRF 13/12/2021
;
+ restart_12 at_ESRF  10/12/2021
5.00 10.00
Reset color scale to defaults + restart0621 at_ESRF 02/06/2021
+ Test crystals at_ESRF 18/01/2021
Shipment Test_puck_Run3_20230530
Samples shipped: 32 notanalysed:23  analysed:9  dataset:8  autoprocessed:8  phased:8  Proteins: ([F) B €D €D + HP helium experiment opened  20/11/2020
Dewar ESRF0321672 + LBC at_ESRF  29/01/2016
hip-20140703 t_ESRF  03/07/2014
Puck DO.NOT.USE  Samples hipped: 16 notanalysed: 16 analysed:0  dataset:0  autoprocessed:0  phased:0  Proteins: ([ P | gaaehie At /071
ololololololelololololololelc T ST
4 chin2N1407072 Ananad namzmon1a T

Puck THEPUCK ! 8-2] 16 7  analysed:9  dataset:8  autoprocessed:8  phased:8  Protein: ELLI)

00000000090 WOWWE®

Experiment preparation

Data quality assessment
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The ESRF Data Portal

DataPortal MyData ClosedData # Feedback (4 Logout Anonymous

- + Tons of essential features for the

e | m whole facility (including SB!)

o Data policy implementation

(Raw & Processed data)
Data download

Electronic logbook

DOI minting
Sample tracking
Reprocessing

O Date Sample Dataset Definition Files Size Processed  Download

0 011001 202 Sample-4-1-07 run_03 datacollection 2 23GB N

s £ O

O ©10:58 140002 Sample-4-1-07 run_02_characterisation 20 5850MB v

Summary ]

Name  run 02 characterisation Resolution 13000423961627905A 4
[2023-11-1410:56:26]

Wavelength 08856033875217176 A

Exposure 0015
Start 1058:26AM Time
Sample Sample-4-1-07 Flostart  4543246778242394e412 \
Images 4 Flocend  4543246778242394e+12 4 d 4 J . o o . o T
- Limited data visualization : list of

.
Prefi  refopid2311%04dhS YBeam  16617452567499997
mm 4
parameters, Images...
o o
@ diffraction thumbnail ref-opid231_1.0001(2023-11-14 10:56:09] (EEEED) v O N eed s to S u p po rt w I d e va r I ety

& diffraction_thumbnail ref-opid231_1.0002[2023-11-14 10:58:16] ([(REEEE) v f tec h n i q u e s

O O O O O

& diffraction_thumbnail ref-opid231_1.0003[2023-11-14 10:58:23] (D) v
% diffraction_thumbnail_ref-opid231_1 0004(2023-11-14 10:58:33] (Rl v
& characterisation [2023-11-14 10:58:57) () v
f dozor_plot [2023-11-1410:59:09] (D v

& /datafid23eh1 1/20231114/RAW_DATA/Sample-4-1-07/run 02.¢

Q O 01056 Sample-4-1-07 run_01.02 line 1 8944MB v
Q 0 ©1056unovs  Sample-4-1-07 run_01.01_mesh ) 1968 v
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The ESRF Data Portal

DataPortal MyData Closed Data o Feedback (# Log out Anonymous

i + Tons of essential features for the
LG | W whole facility (including SB!)
o Data policy implementation
(Raw & Processed data)
Data download

Q O Date Sample Dataset Definition Files Size Processed  Download
.
Q [0 ©110014Nov2023  Sample-4-1-07 run_03 datacollection 2 2368 v E I e ct ro n I c I o g b 0 o k
Q@ 0 01058 14N Sample-4-1-07 run_02_characterisation 20 5850MB v
Summary Files @

Sample tracking

O
O
o DOI minting
O
o Reprocessing

Exposure 0015
Start 10:58:26 AM Time

Sample Sample-4-1-07 Fluxstart ~ 4.54324677824239%4e+12

Images 4 Fluxend  4.543246778242394e+12

e s - Limited data visualization : list of
- parameters, images...
% diffraction_thumbnail ref-0pid231_1.0001[2023-11-14 10:5809] () ¥ O N eed s to S u p po rt Wi d e va ri ety

Name run_02_characterisation  Resolution 1.3000423961627905 A
[2023-11-14 10:58:26]
Wavelength 0.8856033875217176A
- .

0 diffraction_thumbnai_ref-opid231.1.0002(2023-11-14 10:58:16] (GEEED v of t e ch n i q u e s
% diffraction_thumbnal_ref-opid231.1.0003[2023-11-14 10:58:23) (D v
& diffraction_thumbnai_ref-opid231.1.0004[2023-11-14 10:58:33) (D v

@ characterisation [2023-11-1410:58:57) () v B ut a I I th e d ata We n eed

f dozor_plot [2023-11-1410:59:09] (D v i S a I rea d y th e re I
B
B /data/id23eh 1/20231114/RAW_DATA/Sample-4-1-07/run 02,

Q 0 01056 14N  Sample-4-1-07 run_01.02 line 1 8944MB v
Q 0 ©1056unovs  Sample-4-1-07 run_01.01_mesh ) 1968 v

Page 5 The European Synchrotron | ESRF




Could we federate these
features?



. How to manage the diversity?

ISPyB focuses on SB and is already too complex. It would be impossible to manage an all-techniques monolith...

We need to split up things:

Generic features Specialized features
Logbook
Core features
Sample
tracking e User management

e Proposal/session
management

e General navigation

e Data fetching

e  Generic visualization
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. How to manage the diversity?

ISPyB focuses on SB and is already too complex. It would be impossible to manage an all-techniques monolith...

We need to split up things:

Generic features Specialized features
Micro
Frontends Logbook
Independent Core features Micro
apps Sample
i . e User management Frontends
racking . =
e Proposal/session nd 4
management n eapens ent
e General navigation PP
e Data fetching
e  Generic visualization -
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. How to manage the diversity?

ISPyB focuses on SB and is already too complex. It would be impossible to manage an all-techniques monolith...

We need to split up things:

Generic features

Micro Data Portal
Frontends Logbook
Independent S | Core features
apps ampie
a track?ng e User management
e Proposal/session

management
e General navigation
e Data fetching
e Generic visualization
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Specialized features

Micro
Frontends

Independent
apps
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. How to manage the diversity?

ISPyB focuses on SB and is already too complex. It would be impossible to manage an all-techniques monolith...

We need to split up things:

Generic features

Micro
Frontends Logbook
Indep;ndent
apps Sample
tracking
+ Your
site-specific

feature here
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Data Portal

Core features

User management
Proposal/session
management
General navigation
Data fetching
Generic visualization

Specialized features

Micro
Frontends

Independent
apps

+ Your
site-specific
technique here
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. We can load the appropriate app depending on the session...

ttems 12001608 | Show20 v
Instrument  Start Title Aform Samples Datasets  Files Release DO Logbook
Investigations
IR © 102310000  [JREEI Data collected for the ISPyB Collaboration B 00! | ESRF-DOV/ISPYE- 12345567894 B
© E5-1294 D158 7 ons between FeCO3 and , 2 es B ] 27 2 00! | 10.15151/ESRF-£5-1220324761 ]
Filter by: D19 2 Phase contrast imaging of saline speay ice B (] 7 7 621 PEYIVATENN ©0 10.15151/ESRF-£5-810702957 B
o R T ——— o : p EEEIEEETED ¢
D11 26/11/2020  InsituMapping of Crystal Defect nical by CT: Compat HR-EBSD ] 20251 PERCIPEN 00 10.15151/ESRF-£5-294309386 (]
etruments M '

1
: This includes all the portal features 1
: previously mentioned

Portal

2 Madl GAONAC ~

Beaines 2 Back o previous version

Data Portal

[

Publications  Logistcs ~ Manager =

My selection @

DataPortal Data Logistics~ Instruments ~Myselection My Jobs @  Admin~ _ @ Feedback & Magl GAONACH ~

fems 17017 Show20 v

62/11/2073 18:32:5% MXPressh: X-centre 6EDNA + dc o id30a1

+ | Insectcells-leica-g2-2 Position_1 testd. Position_1.2

Back to gri

Automesh 0. - | Mesh@ - Lned w | Characterisation @, Diffacton@ -~ Datacollection @~ Best auto processing . °
From grenades paraleproc
—— Monocinicsystem (P2)

b990A

- amb11A 7504
[qe————— i | il petivs
' Compt b e fmre ) <2
Angles: . e @SN ™1 8 27 42 10
View as: B £} 191 2 o6
total step range . ‘ === 2
[ [ ® o
41 3 -70t0 50 ‘Sample:
. Tpe saple 5
|| insectoetsteicag22 p. Non-aligned micrographs movie
mx
s Filtrby type: ~ 1471172023 19:4 10 10:52 Sample-4-1-01 ‘
Vi Automesh
el | [y ————————

Summary

Datacollction Sample @, o Difscton @~  Characterisation @ Sample @, - Diffacton@ - Datacollection @ - Best auto processing Q. °

CryoET

1. Matches ll set fiter cutoffs )|

e p— ol o EER

@ Eravied
3.Selected citeria

el (GBI 79 12 73 ik 10

z

W 1c/1172022 10:46:19 Xeray contering on id23eh
Overal sl
Diffacton @ | M@ - | Diffracton @ - | lne®

P> speed: 10 framespersecond Current angle: -70°




... Or mix them together

portal
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5 DataPortal Data

Selected datasets

@Fcedback 8 Mael GAONACH +

datacollection Beam

| v dozor plot (GEIIR) 14/11/2023 110036

v diffraction_thumbrail opid231 w1 1.0001 () 14/11/2023 110019

SIS0 EDNAproc

T NA2DIALS

G anoPROC

S 2ut0PROC staraniso

COLI) crenades fastproc

T CIIED) crenades paraliloroc

Raw data

64000
135

Motion correction

093
001119
2292326
3446125
526
19011

These could be the
same sample/protein
analysed with different
techniques on the same

page.

The European Synchrotron | ESRF




Or fallback to a default 'generic' viewer

Data Portal Data  Logistics~  Instruments  Admin ~ Q ® Feedback & Maél GAONACH ~

«

Investigation

Iltems1-1of1  Show20 Vv

ultramarine 8
i= Datasets ({8) =
Summary (2]

ultramarine

T [ XANES }
Datasets b v
Filter by sample: {@# i ;

Type sample name

\ / ﬂ/data/id21/inhouse/uItramarine/HG94/uItramarine/dataset_RAD & Download

/ Summary ( 23]

L
XANES : No viewer for this technique

=> fallback to default 'generic' viewer

@ /data/id21/inhouse/ultramarine/HG94/ultramarine/dataset_33 & Download

Summary (2]

ultramarine
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Implementation

https://gitlab.esrf.fr/icat/data-portal



. Switching micro-frontends

https:/qgitlab.esrf.fr/icat/data-portal

portal

amline: 'CMO1',
ent: (props:
<RemoteComponent cc

=> <GenericInvestigationViewer 1...
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https://gitlab.esrf.fr/icat/data-portal

. Micro-frontends are independents but can work together

https:/qgitlab.esrf.fr/icat/data-portal

Implements Uses
(React context provider) (React use context)

portal
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https://gitlab.esrf.fr/icat/data-portal

Thank you!
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