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Backend Interface

™

SciCat backend AP|TEED IO

This is the API for the SciCat Backend

auth v
users v
user identities v
datasets ~
/api/v3/datasets It creates a new dataset which can be a raw or derived one v
GET /api/v3/datasets It returns alist of datasets. -V
Japi/v3/datasets/isValid It validates the dataset provided as input. Y
Japi/v3/datasets/fullquery It returns a list of datasets matching the query provided Y
GET /api/v3/datasets/fullfacet It retumns a list of dataset facets matching the filter provided Y
GET /api/v3/datasets/metadataKeys It returns a list of metadata keys contained in the datasets matching the filter provided BV
38 | /api/v3/datasets/findOne it retumns the first dataset found v
GET /api/v3/datasets/count Itreturns the number of datasets &
GET /api/v3/datasets/{pid} Itreturns the dataset requested Y%
/api/v3/datasets/{pid} Itpartially updates the dataset. Y
/api/v3/datasets/{pid} Itupdates the dataset. o
| /api/v3/datasets/{pid} Itdeletes the dataset. &
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Frontend Interfaces

OHeIp ohbout eSign in

Datasets
Search
m Items per page: | 25 - ‘ 1 - 25 of 2896 >
N
i )
Filters and Conditions Run No. Source Folder Start Time Image  Proposal ID
) 20.500.12269/ Dataset 20.500.12269/a76901e4-7e3a-4bd1- se7001/ 2026-07-23
Location a76901e4-7e3a-4bd1  be09-6845f1f29b83 for proposal 964281 run e oB Mon 09:07 raw 964281
be09-6845f1f29b83 11303 )
H 20.500.12269/8ea98¢ 2023-10-0¢ :
Pid S —— This is test ../nfs/test oB — derived
m 20.500.12269/7d4572 ...ction/ 2020-02-2C
Grou| i
m P ab2d bdcofea0ch3d | E20" test 1 ki Thuttzo
../nfs/ 2020-02-0¢
Type .500. }
m vp 20.500.12269/2d5afé V20 sample data R oB Thu 14:02 derived
.20/ 2019-12-11
H Keyword 20.500.12269/2511ni  Last Neutrons Ever at HZB. 2511 Y;7SZE 203 MiB Wed 1348 ™™ YC7525
m Start Date - End Date = 20.500.12269/2510ni WFM I._nw Res messing with chopper 1 and 2, 3510 .20/ 21 Min 2019-12-11 o YC7575
slit2 pinhole, slit3 fully open. YC75Z5 Wed 13:37
.20/ 2019-12-11
D Text 20.500.12269/2509ni  slitscan, slit2 scanning, slit3 fully open 2509 Y;?SZE 116 MiB Wed 12:54 raw Y(7525
.20/ 2019-12-11
3£ More Filters... 20.500.12269/2508ni  slitscan, slit2 scanning, slit3 fully open 2508 Y;?SZE 38 MiB Wed 1240 "W YC7525

Q Apply o Reset Filters I § .20/ 2019-12-11
20.500.12269/2507ni  slit: lit2 lit3 full 2507 2KiB YC7525
ni slitscan, slit2 scanning, slit3 fully open i i Weiiog T



Frontend Interfaces

E Related Documents

ts / 20.500.12269/268e616e-a5bc-11ef-a3ef-fa163e9aae0a Proposal CODA Propo
= Details @Datafiles [lRelated Datasets ﬂ Logbook M attachments Instrument coda
Creation Location ESS/CODA/LOKI

[ General Information

Name loki A scientific Metadata

Dataset: 20.500.12269/268e616e-a5bc-11ef-a3ef-fa163eSaaela. Proposal: 443503. Sample: unknown. Instrument: LoKl on CODA. Data file

I File Information https:#staging.scicat.ess.eu/

instruments/20.500.12269%2F58756d47-932f-4b73-8544-7dcbb0f9827e

Simulated Instrument Url

I
N
m Description writer job:268e616e-a5bc- 11ef-adef-fa163e9aac0a }
U PID 20,500,12269/268¢616e-a5bc- 1ef-adef-fa163e9aac0a L)
Name Value
Type raw
Creation Time 2024-11-1815:57
m Run Number 33909
Keywords CODA  LOKI  CODA/LOKI  POST_CURATED
I Start Time 2024-11-18T14:48:19.1097
m End Time 2024-11-18T14:57:33.3427
2 Creator Information
Job Id 268e616e-a5bc-11ef-adef-fa163e9aacla
Owner Massimiliano Novelli
Principal Investigator Massimiliano Movelli L Anders Pettersson, Fredrik Bolmsten, George ONeill, Jonas Petersson, Massimiliano
Acquisition Team Members .
¢ . o Novelli, Matt Clarke
I ' ontact Email max.novel
Owner Group 443503 Simulated Instrument Name LoKl
Access Groups ecde,sims, dram,ess,scientific information management systems group,ess employees
Simulated Instrument Id 20.500.12269/58756d47-932f-4b73-8544-7dcbb0f9827e

Source Folder Jess/data/codas2024/443503



Frontend Interfaces

Proposals / 443503

&Zletai S -Da:azets u Logbook

E General Information

Title CODA Proposal #3
Abstract A proposal to continue running our test on CODA
Identifier 443503

3 Creator Information

Proposal

Main proposer Massimiliano Novelli

Principal investigator Massimiliano Novelli
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Samples / 03792382-84d6-40ec-b909-e0959752b0a0

&::etai s !ﬂttachments
E General Information
Description Ni_Ti multilayer
m Sample ID 03792382-84d6-40ec-b909-20959752b0a0
m Creation Time 2024-10-08 1037
I
Q & Creator Information
Sample Owner Proposal 533929
Owner Group 533929
m Access Groups ecdc,sims,dram,ess, scientific information management systems group,ess employees
m A Characteristics
= View 2 Edit
Name Value Unit
Sample Formula Mi_Ti --

Sample State Solid -
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Flat
Dedicated Metadata

Proposals

Current Development

Bl Datasets

Title

AAAAAAAA

A proposal to continue running our test on CODA
— Parent Proposal

Logbook

~ Hierarchical
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Solid
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Future Development

atasets / 20.500.12269/268e616e-asbc-11ef-adef-fa163e92ae0a

Dataset Detalls View

Tyoe

Keywords copA Lokl

& Creator Information

]

Access Groups

mRekted Data

Be616e-asbe-1 0DA.

11ef-a3ef-fa163e92a¢02

shc-11et-ader-fat63esaaetn 1)

CODA/LOKI POST_CURATED

Fie information

Source Folder

eCustomizable

Creation Location

ESS/CODA/LOKI

& Scientific Metadata

Jess/datalcoda/2024/443503

Selectable

Start Time
End Time

Jobld

Acqisition Team Members
Simulated Instrument Name
Simulated Instrument 1d

Simulated Instrument Url

Value Unit

33909 =

2024-11-18T14:48:19.109 =

2026-11-18T14:57:33.3622 -

26866 166-a5bc- 11e-a3ef-f2163e92a602 =

Anders Pettersson, Fredrik Bolmsten, Gearge ONell Jonas Petersson, Massimiliano
Novell, Matt Clarke.

Lok -

20.500.12269/58756447-9321-4b73-B544-7dcbb0fB27e .

hiipsisstaging scicatess eu/

@wout

Massmisno

Outecyce

@ rusic

00033909 hdf.File
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ISPYyB Sample

— — Shipment Management

Name LP3_210702 Daw ) IEemment  Usor wil collect dewar.
EN  Send shipment to the facility

From Knecht-Lund University Courier company - Allowed Reimb. parcels

Return address Knecht-Lund University Billing Reference Fedex Reference

Prepare Experi

1
Content (1 Parcels - 85 Samples - 77 Measured)  ©Add Parcel = & importfrom CSV & Export PDF View .

Selact Shipment

Load Sample Changer
Narme, LP3_dowarl .
st Loaded or to be Loaded on MxCube BioMAX (ISARA)  urioaa sC
atus. processing
#1 Location: - oo Shipment Parcel Container Container type  Beamiine Cell Position
MAX0143 MAX0144 MAX0145 MAX0146
MAX0144 ( UNIPUCK 1 2
Gomments: User will collect dewar after bearntime. AXO148 {11 T ; 3 O
LP3_dewarl MAXQ146 (12 sampies) UNIPUCK 1 4 OMLECTED
fuw
sagcin
Container MAXD146
SCLocation 4
onym: Nep 105
Unloa Unload #4




S@ﬁ@@@ Sample: ISPyB to SciCat

Sample - Sample ltem

Flat ~ Hierarchical

Single Type Multiple Types




S@“@@@ Sample: ISPyB to SciCat @

*All Sample Items
*Different Types
*Properties in Metadata
*Use metadata schema
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1 Fluorescence Spectra

&

PDF  summary RTF summary & €SV summar ¥

0SC 11-05-2020 20:00:35

i p10/Nspi0-285 G123/
Warkflow Res (comer)  2.00 A(A)
Protein Nsp10 En. (Wave.) 12,700 keV (0.9763 A)
Sample 285 _G12-3i Phi range 0.10°
Prafix Nsp10-285_G12-3i Phistarl (iolaly  90.00 ° (180°)
Run # 1 Exposure Tme  0.011s

# Images (Total) 1800 (1800)

40.3 %

& Comments:

Dataset Metadata

Flux start 1.24e+12 ph/sec

Fluxend phisec

ISPyB Datasets

& PDF analysis & RTF  analysis ente ein or filePath

Bearmi rameters

Summary Data G

1 Fluorescence Spectra

Data Collections

e & PDF  summary & Rrrr summary
(05C | 11-05-2020 20:00:35
285_G12-3/

Warkllaw Res (comer)  2.00 A (A)
Protain Nsp10 En. (Wave.) 12.700 keV (0.9763 A)
Sample 285_G12-3i Phi range 0.10°
Prefix Nsp10-285_G12-3i Phi start {iotal) 0.0 ° (180°)
Run # 1 Exposure Time 0.011 8
#Images (Total) 1800 {1800) Flux start 1.24e+12 phisec
Transmission 203% Flux end ph/sec

& Comments:

rkilow

L2

&

Csv

Bearning name
Detacter Distance
X Beam

Y Beam

Kappa

Phi

summary

286.00 mm

2100.77 mm

2121.33 mm

-8999.00

-8999.00

12

ha

PDF analysis || &

Bearmiin

Synchrotron name
Syncnrotron filing mode:

Synehrotran Current

Undulator types

Urdulator gaps

RTF analysis

e Parameaters

MAXIV

Focusing optics

Variable TopUp/Degay:chromaior type

249.8 mA Beam shape
Beam size at Sample Hor (Vert)
5.01 mm Beam divergence Hor (Veart)

Polarisation

enter search prefix, sample, protein or filePa

KB mirrors Detector Type
Si(111)  Detector Model
ellipse Manutacturer

50 (50) pm Pixel Size Hor (Vert)
6 (104) prad

0.99

Dataset Overview

Workflow

Hybrid pixel direct c¢
EIGER
DECTRIS

75 (75) pm




st Datasets: ISPyB to SciCat

14 Data Collectio

1 Fluorescence Spectra

E|

] & PDF summary & RTF summary & CSV summary | & PDF analysis & RTF analysis | enter search prefix, sample, protein of flePath B Reiated Datasets @l Logbook M Attachments O Lifecycle

ﬂ Public
0sC 11-05-2020 20:00:35

= Eiry Summary Beamiing Parameters Data C Sample Last Collect o Workflow —?—|

Workiow Res. (eomer) 2.00A(A) .500.12269/90d87f9a-950f- 11ef-9101-fa163e943f6 3, Reconstruction b22f537d7a6c raw_sample

- Nsp10 i)l SO0 RN e R :500.12269/900187f3a-950f-11ef-3101-fa163e943f63, Proposal 964281, Run 11465, Reconstruction shart il

. e — . 16831142f-d2f7-4c38-97f6-b22f537d7a6¢ ;

Prefix Nsp10-285_G12-3i Phistart (e1al)  90.00 ° (180%) 39f0-4d2042d027ab '

fun ¢ 1 Exposure Tme 00118 B:E'agad-ldfi
rk_current_i

# Images (Total} 1800 (1800) Flux start 1.24e+12 ph/sec m;ge B

Transmission 403 % Flux end phisec

N YMIR LIGHT TOMOGRgPHY LEGO SAMPLE

B Conmants: /' Edit averaged_op

en_beam_im

A Scientific Metadata

A Edit
normalized_
Name Value Unit sample_ima
ge
Raw Proposal Id 964281 = S
Raw Run Number 11465 25 lII
angle_1_su
> Reconstruction Id 6831142f-d2f7-4c38-97f6-b22f537d7abc - mmary_imag
e
Reconstruction Short Id b22f537d7abc -
Image Detector Name orca == I I I
angle_2_su
Rotation Motion Sensor Name motion_cabinet_2 s mmary_imag
e




ﬂg@ ISPyB Autoprocessing

Upon data collection,
automatic reduction pipelines are triggered

Anomalous  Anomalous
Pipeline  SpaceGroup ab,c(A) aBy(’) Shell

Resolution (A)  Multiplicity %  multiplicity <USigma> Rmeas Rmerge Rpim cc(1/2) ccAno sigAno ISA  Download
fastdp 123 106.9 90.0 Overall 28.6-29 19.9 99.9 103 99.9 204 138 9990 ® =
1069 900 Inner 286128 15.4 930 93 %6 562 40 10000 L
1069 900 Outer 2929 18.0 99 92 97 35 87.1 8890
Auto-Processing Plots Attachments
Name Type
Rfactor vs Resolution Completeness vs Resolution /Sigma(l) vs Resolution
o p igma(l) ap_G12- [Result ]
100 3i_run1_merged_noanom_CORRECT.LP
50
ap_G12-3i_run1_noanom_aimless.log
50
50 ap_G12-3i_run1_noanom_fast_dp.log
o 0 0 ap_G12-3i_run1_noanom_fast_dp.mtz.gz
18.06 3.94 18.06 3.94 18.06 3.94 ap_G12-3i_run1_noanom_XDS_ASCII.HKL.gz
—123-fastdp —123-fastdp —123-fastdp
CC/2 vs Resolution
100 —mm
50
0
18.06 3.94
—123-fastdo




ﬂg@@@@ Autoproc.: ISPyB to SciCat

Pipeline  SpaceGroup  abic(A) ay() Shell

Anomalous  Anomalous
Resolution () Multplicty  Completeness %  mutiplicity

completeness %  <USigma> Rmeas Rmerge Rpim cc(1/2)  ccAno sigAno ISA  Download
fastdp 123 1069 900 Overall  286-29 199 999 103 999 204 138 9990 ® .
1069 900 Inner 286128 15.4 930 93 %6 562 40 10000 -
0 0 iz A it Eax L e s Al Gt EDatafiles B Related Datasets &l Logbook M Attachments ) Lifecycle
Auto-Processing Pl Attachmen B
uto-Processing Plots ttachments [ Generatinormation _?_
Name Type ' .
Rfactor vs Resolution Completeness vs Resolution USigma(l) vs Resolution 2
100 ap_G12: Name Reconstructed data for raw dataset 20.500.12269/90d87f9a-950f- 11ef-9101-fa163e943f63, Reconstruction b22f537d7a6c |
100 3i_run1_merged_noanom_CORRECTLP WS Sample
b ap_G12:3.run1_noanom_aimiess.log Descrintion Reconstructed data for raw dataset 20,500,12269/90d8719a-950f-11ef-9101-fa163e94363, Proposal 964281, Run 11465, Reconstruction shart il
50 50 - i id b22f537d7a6c, Reconstruction full id 6831142f-d2f7-4c38-97f6-b22f537d7a6c
o0 B peanc o g oy
18.06 394 18.06 3.94 18.06 3.94 ap_G12-3i_run1_noanom XDS_ASCILHKL gz 20.500.12269/78e1c18e-94a1-41cc-99f0-4d2042d027ab 2
—123-fastdp —123-fastdp — W3- fastdp averaged_da
Type derived rk_current_i
mage
— Creation Time 2024-10-28 10:40
100
Keywords TOMOGRAPHY ~ RECONMTRUCTION  YMIR  LIGHT TOMOGRAPHY  LEGO SAMPLE
50
/' Edit averaged_op
0 en_beam_im
18.06 3.94
A 5cientific Metadata
View
Name Value Unit sample_ima
ge
m Y] Raw Proposal Id 964281 =
Raw Run Number 11465 s Ill
angle_1_su

"Jobs

Reconstruction Id

Reconstruction Short Id

Image Detector Name

Rotation Motion Sensor Name

6831142f-d2f7-4c38-97f6-b22f537d7abc

b22f537d7a6c

orca

motion_cabinet_2

mmary_imag
e

angle_2_su
mmary_imag
e




S@ﬁ@a@ Roadmap

Action items
* Data mapping
e SciCat backend features
* Refactor current ISPyB Uls
to use SciCat BE leveraging SDK
e Dedicated datasets details view in SciCat Ul




All effort available within the SciCat project
IS currently allocated.

SciCat collaborators and ESS will be excited
to assist, support and manage the effort.

, -l
/

ex

Additional resources needs to be found
and allocated for this integration




5@“@@@ Thank you

Massimiliano (Max) Novelll | oo o
max.novelli@ess.eu NS

Thanks to all SciCat contributors



