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Goal to develop flexible, community-driven
data + metadata format for such MPES data

M. Martins et al., Rev. Scient. Instr. 77, 115108 (2006)
D. Kutnyakhov et al., Rev. Scient. Instr. 91, 013109 (2020)
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> HDF5 — entirely agnostic about what data is stored!

> NeXus — adds meaning and set of rules on how data —

should be organized in a HDF5 file

INT

NXmpes

* Status:

=)
%38

NeXus-FAIRmat

application definition, extends NXobject
Description:

This is the most general application definition for multidimensional photoelectron
spectroscopy.

Universal MPES
metadata dictionary

Experiment-specific examples
(in NeXus: Application Definitions),

using only the relevant subset of metadata
compiled from the universal MPES dictionary.
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L. Rettig and T. Pincelli FHI Berlin, https://mpes.science
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https://scicat-flash-testl.desy.de/

@Hep  @~Abot  @sSignin

Manage and annotate
your scientific data
and publish as open
data!

https://scicatproject.github.io/documentation/
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l?t.sﬁl scicatlngestoridemo Last Checkpoint: vor einem Tag (autosavad)

scicatlngestor_demo Last Checkpoint: vor einem Tag (autosaved)

File  Edit  View  Inset  Cell  Kemel  Widgets  Help File  Edit  View  Insert  Cel  Kemel  Widgets  Help
+| 3 & B 4 % | FRun B C| W Code v | = + 2 @ B 4+ ¥ PRun B C W Markdown ~
: et ingested proposal
SciCatingestor - demo geting prop
. get token In [3]: scicat_ingestor.proposal
« | getingested propo_sal Out[3]: {'proposalld': '11@166@3',
+  push dataset to scicat "pi_email’: stefan.duesterer@desy.de’,
. create file list ‘pi_firstname': ‘Stefan’,
. send file list 'pi_lastname’: 'Duesterer’,
' il": ‘'stefan.duest d .de’
. fetch dataset from scicat by PID .er."al ?-e'an ue? erergdesy.de’,
firstname': 'Stefan’,
«+ | delete dataset from scicat by PID —= AUTHORIZATION_REQUIRED "lastname’: 'Duesterer’,
. save json/request also on disk "title’: 'Photon Science Group Proposal - F5-FLASH-O (Duesterer)’,
« [ paten dataset ‘startTime': '2822-11-10710:00:8€.0807",
‘endTime': '2822-11-23T1@:0@:06.800Z°,
‘ownerGroup': '11816688-dmgt’,
In [1]: from src.flashscicat import SciCatIngestor f%g‘] scicatlnagestor demo Last Checkpoint: ; T t d ‘accessGroups’: ['110166@8-dmgt’,
2es a | ast Checkpoint: vor einem Tag (autosaved) ‘11e16608-clpt”,
'11@16688-part’,
File  Edit  View Insert  Cell  Kemel  Widgets  Help fsfLlY,
"flidmgt'],
5 B i . ‘createdBy': 'proposalIngestor’,
create SciCat ingestor instance + 5% @B 4 ¥ PR B C W Markdown ~ 'updatedBy’: 'proposallngestor’,
‘MeasurementPeriodlist’: [{'id': '11616688°,
In [2]: proposal_id = "11@16688" # beamtimeID ‘instrument’: '/fs-flash-o/wespe’,
s.our'ce_folder* = ',"as'ap3/'F5—'lFlash—D/gp'stwespefzezz,-‘dataflllalése&f' ‘start’: "2022-11-168T17:39:31.8087°,
json_dump_folder = '.dumps/ pl.ISh dataset ‘end’: '2022-11-25T@9:11:29.888Z ,
) . R i ‘comment’: ‘None',
SC}cat__}ngestor‘ = St}lCatIrllgestor(pr‘?posal_ld, source_folder) N » ‘updatedBy’: *proposalIngestor’,
;c1c:?t7ingiest0;.acz‘lvat‘?]ionidumpgl]sonidumpifolder‘) In [11]: run_ID = "demo_817 ‘createdAt’: '2022-11-18T17:39:31.3827°,
SEUEAE Tz (= TR 5 G 7) scientific_metadata = { ‘updatedAt’: '2822-11-25T@9:11:3€.0247'1],
“length": { ‘createdAt’: '2822-11-18T17:39:31.3827°,
"value": "5@@" ‘updatedAt’: '2822-11-25T@9:11:38.827Z"}
. 3
"unit”: "meters”
1,
"wavelength™: {
“valua": "18.8",
“unit™s "nm"
3
¥
scicat_ingestor.push_dataset{run_ID, scientific_metadata)
Dataset demo_817 successfully ingested.
In [12]: print(scientific_metadata)
Thanks to ChrIStOpher PaSSOW {"length': {'value': '58B', 'unit': 'meters'}, 'wavelength': {'wvalue': '18.8", "unit': 'nm'}}
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Sci
Cat

Manage and annotate
your scientific data
and publish as open
data!

https://scicatproject.github.io/documentation/

https://scicat-flash-testl.desy.de/

Datasets / /11013427/43463 /

= Details @Datafiles O Lifecycle

Jupyter Hub

B General Information

Name 43463

PID /11013427/43463
Type raw

Creation Time 2022-12-06 06:34
Keywords

Owner Michael Martins

Principal Investigator Matz Nissen

Contact Email michael. martins{@desy.de

Owner Group 11013427-dmgt

Access Groups 11013427-dmgt, 11013427 -clbt, 11013427 -part, fl1staff fl1dmgt

[ ] File Infarmation

Source Folder /asap3/flash/gpfs/pg2/2022/data/ 11013427

Proposal Time-resolved core-level photoelectron spectroscopy of graphitic carban nitride, a catalyst for photocatalytic water splitting

Creation Location /flash/pg2
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scicat_logbook_pydoocs V1_WESPE Las: Checkpoint: vor & Stunden (sutosaved) A Logout

Cowd® & c @ ttfinfo.desy.de/WESPEelog/indexjsp
&« c & scicat-flash-test1.desy.de/datasets/%2F11013427%2F43463
View  Insen Cell  Kemel  Widgm=  Help | Python 3 fipykerm
@ |By|| 4 % WA | W C W coe v = Doocs Laser heater commission
LoaBook FLASH Status: i 6 hoves: 037 a: 741
ast § hours: 0.37 aC; 74.
Frunnumber deftnttion elo fele] ;
U Just use some number for tesis 9 News: Logbook server maintenar
#Doocs, umber= 18" EEEEE——
§ The real DOOCS DAQ Fun number
4 here T would Leave the pydoocs.read = €b 06.12 2022 05:34 Lukas. Matz Run 43463 - FEL+Optical, Ols, D20
Fif it can not read the run rumber something with the DAQ is wring ... 2023
Doves_run_number_all= pydoocs.read(’ FLASH.DAQ/FLIUSERI . RUN.CTR/DE. MGR/RC.RUN.NUMBER ')  Joll the info Es52 Sample: TGCH_Flash_o8
_nunber=Doocs_run_numbér_all[ cata’] # extroct Che runnumber &
\_start=try_pydoocs_read(FLASH.DAQ/FLIUSER3. RUN. CTR/DB. HGR/LAST . RUN.START ') 02 Note: automatic elog print ) )
Q@ 10.01 Comment: Collecting statistics title Run 63463 - FEL+Optical, 01s, D20
st of parameters inserted by hand @09 o1 Comment2:
Morning_Shift='Dima, Nils® - smrt time 2022-12-06 05343
Steffen, Sebastian DD 01 Environment: R
2022 P_prep = 4.8e-8 mbar
. * + Late shiftaMichast M.’ NXmpes 2021 P_main = 6.6e-3 mbar fun_number 43463
_ join{Horming_shifteNight_shift) T _sample = RT
ain_of_run = ‘FEL:Optical, 01s, D20°4°01s, 020 2020 —=amp - .
dcomments = "12981/mm groting, photon peok’ & . aim_of _run L+Optical, 015, D2
comnents = ‘Collecting StaListics® status. 2019 Sample Position:
coments? = ** aplcaon o oxtonds Xbist Oz018 x = 0.5
deomments = 'fixed delay, 49 pst scription: =1.5 commants Collecting statistics
Fiors G e ctom @) 09 oesct Baor7 yols s
CaNg_RM2_flash_11" This is the most D2016 z= .
Sample ‘TGCN_Flash_G8"* spectoscery = omege = 55.0°% »  Instrumentation
Sample_chenical_nane = 'g_CINA' 2015 Levell = 298.8 -
Sample_position = [8.58,1.5,30.7,55.8]# test sameth Level? = 243.0
Chanber_position = [398.8,243.88] Lid N inst " \WESPE
Sample Tenperature = "R @ comments [nstrument _rame
Prep_pressure = '4_fe-8' Themis 18@1 green
Sample_pressure = "6.6-B° LAD ) ) )
Spectrom Mode = [*LAD", kin - 85 ey instrument_destription in preparation
#spectrom Epass = 108 ev”, 'U_ Ve, U dld = 488 V', 'U_det = 1958 I n = =
Spectrom Themis1881 paran Epass = ,'U_dld = 488 V', U_det = 1958 V', ° (=] =:] Epass = 30 eV
uspectron_Thew(s1881_ = [‘Ekin = 342 ev”, ‘Epass Ve, U dld = 488 V', U get = 1958 V', Trls = 38°] View Current U conv = -1V »  instrument_pasition
Spectrom_Themis188l_counts = 3588 U dld - 400 Vv
Spectrom_Themis1882_paran = ['Ekin = 85 eV’ ,'Epass = ‘U_dld = 488 \','U_det = 1888 V', Iris = 3@'] Logbook Search U det = 1950 V
uspect  poram = [‘Ekin = 342 el”, "Epuss V', U dld = 469 1, U det - 1888 V*, ‘Iris = 3¢°] Logbook Help _get = - Source
Spectrom_Themis1002_counts = 898 Iris = 30
Your Feedback counts: 3508
#PPLaser_DelayScan_param = [ ‘fixed', 'Set=1284.7 ps®, 'Encoder=1288.972 ps 0 N
= [“step function', "1323.7ps to 1135.5ps", "lstep Example Link . type Free-Electron Laser
= [‘scan’, "1328.5ps to 1337.5ps’, ‘128steps®, ‘1s Printer. wespelog Themis 1002 blue
xss/Delaystage/delay_stage.json’ ) as jsen_file: LAD
dsta = fson. losd{Json_File) DOOCS Ekin = 85 &V Hame FLASH
PPLaser_DelayScan_param_json = [data['delay_start'], data['delay_step’]. datal number_of steps®], data[ waiting_time’]] elogBook Epass = 38 oV
343
PPLaser_Powermelers 8.18 U_conv = -1V probe x-ray
U_dld = 48a v
dread DOOCS paraneters U det = 1338 V
o FEL pulse emergy Iric - 30 center_wavelength 596 (nm)
rep_ratestry_pydooes_read{"FLASH. DIAG/TTMER/FLASHCPUTTMEL . 8/REP_RATE_KHZ.1') ris =
Pulse_energy_tunnel=try pydoccs_read('FLASH.FEL/XGM.PROTONFLUX/FL1. TUMNEL/PHOTONFLUX. U1 ") counts: B0@
e T e —
umber_ef_bunches=try_pydooes_read( FLASH. /B LFLASHL i .
Bunch_charge=try_pydoocs_read( *FLASH. DTAG/TORDID, 36U/ CHARGE . FLASHL ') FEL settings from pannel:
Tunnel_aperturel=try_pydoocs_read("TTF2.FEL/HASY.MOTOR/STEPPLIB/APERIVAL ") bunches = 442 ! _—
Tunnel_spertured=try_pydoocs_read( TTF2.FEL/HASY.HOTOR/STEPPLTE/APERIVAL ) bunchcharge = 8.26 nC pulse_energy S.egu
FEL_wavelength=try_pydeocs_read(’ FLASH. DAQ/ ENEAGY .DOGLEG/LAMEDA_MEAN/VAL" ) GMD_Tunnel = 5.48 uJ
FEL_photen_energy=iry_pydoocs_read( TTF 2. FEL/HASY . HONDCHR/MONOCHR,/ ENERGY " ) e - X .
FEL_c##=try_pydoocs_read (' TTF2. FEL/HASY . MONOCHR JMONDCHR/CFF . TNFO" ) GMD_BDA = 5.97 pJ dispersion 2.1155 [eM/mm)

FEL_grating=try_pydoocs_read(’ TTF2.FEL/HASY.MONOCHR (MOMOCHR/LINESGRATL" )
FEL_dispersion=try_pydeocs_read(’ TTF2.FEL/HASY. MONOCHR/MONOCHR /ENERGY . DISPERSION.PG2' )
PG_WAU_V=try_pydoocs_read{ TTF2.FEL/HASY. WAU/WAU/VERWIDTH " }
PG_WAU_H=try_pydoocs_read{"TTF2.FEL/HASY. WAU/WAL HORWIDTH" )
PG_ExItSLit=try_pydoocs_read(’ TTF2.FEL/HASY.EXITSLIT/EXITSLIT/CURRENTWIDTH )
PG_Filterdheell=try_pydoocs_read("TTF2.FEL/BDAF1/BDA.F1/FW .CURRENT .DESC" )
PG_Filterdheel2=try_pydoocs_read( TTF2.FEL/BDAT2/BDA. F2/FH.CURRENT .DESC" )
PG_Filterkheel3=try_pydoocs_read( TTF2. FEL/PGFILTERS/PGFILTERS /FW. CURRENT DESC" )
PG_Filterdheeld=try_pydooes_read("FLASH.FEL/FILTER/PG2. UNITA/Fi. CURRENT .DESC"
PG_FilterdheelS=try_pydoocs_read( TTF2.FEL/MOVESCREEN/MOVESCREEN/MCP . MOTOR.POS ")
PG_GasAttenuator=try_pydoocs_read( FLASH.FEL/GAS_DOSING/FL1.ATTENUATOR/ACTIVESP ')
4 PP Laser parameters

PPLaser_Number_of_bunches=try_pydoocs_read( 'FLASH.LASER/FLACPUPGLASERL . PULSEENERGY /DIAGLout /PULSECOUNT ")
PPLaser_Transmisslon=try_pydoccs_read(’FLASH.LASER/FLASHIMODPGL. FEEDFWD/AL tenuation_FLIPGL/INFUT. V')
PPLaser_FilterWhesl=try_pydoocs_read('FLASH/FLACPUPGLASER1 .FLTRWHL /ATT WHEEL fpos’ )
PPLaser_Polarization=try_pydoccs_read(’FLASH.LASER/PGLASER/MOTORZ. PGLASER/FRCS ")

- ry_pydoocs_read( ' FLASH. LASER/FLACPURGLASER1 . PULSEENERGY,/ DTAGLout /PULSEENERGY_MEAN" )
PPLaser_PulseEnergy=try_pydoocs_read( FLASH.LASER/FLACPUPGLASER] . PULSEENERGY /PG2_incoupl/PULSEENERGY . MEAN ')
PPLaser_literstry_pydoocs_read{ FLASH. SYNC/LASER.LOCK .EXP/F1.PG.0SC/CURRENT_INPUT_JTTTER_RD')
PPLaser_PulseSig = Lry_pydoocs_read(FLASH.LASER/FLASHIMODPGL. CAM/DIAGL. 32 .AC/ROI_SPECTRUM.X.SIG" }
PPLaser_Shutter = Lry_pydoocs_read(’FLASH.LASER/TIMER/FGLASERL/RTM.TRGE. CONTROL "}

eLif PPLaser_Shuller
PPLaser_State = '
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Beamline settings:

aperturel: 1.80 mm o
aperture2: 1.80 mm

WAU (horiz.) 5.08 mm, (vert.)®.5@ mm repetition_rate

Gas-absorber = ---

Fll = OPEN = Beamlina
FlW2 = OPEN
FlW3 = OPEN Wal_H
Fli4 = OPEN -
MCP_5 (I0) = 70.0@

WAL _V
Mono:
3rd order exit_slit
exit slit = 5@.@ -
grating = 12@2 1/mm
cff = 2.00 filter_wheal1

energy = 630.9834 eV

Dispersion = 2.1155 eV/mm filter_wheel2

filter_wheel3

2.00

1003 (kHz)

5.00 (mm]
050 (mm])
50(pm)
OPEN
OPEN

OPEN
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Single-event data calibrated and converted into multidimensional volumetric data.
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Q)

GRHub openCOMPES/sed

e.g. Run 46082 from Beamtime 11015619

DESY. | FLASH metadata workflow | Dmytro Kutnyakhov, 13.11.2023

In [2]:

In [4]:

Out[4]:

# To Load the file, we define the path of parquet files which inludes the simulations

# The config file needs no changes

processed_file_path = "“/asap3/flash/gpfs/pg2/2023/data/11015619/processed/converted/46082.10"

splQ_processed = SedProcessor{runs=[46882], config="N3 Dye 2623 1Q.yaml", collect_metadata=True, detector="1Q", load_parquet

splQ_processed. attributes

{'principalInvestigator’': 'Geoff Thornton', "creationlLocation’:
LAD mode, Ti2p, FEL', "start_time’': '2823-86-82 ©0:26:36°, 'run_number’: 46682, "aim of run’: 'LAD mode, Ti2p, FEL', "comm
ents’: 'Static with 58 mum exit slit', "Instrumentation’: {'instrument_name®': "WESPE’, 'instrument_description’': "in prepa
ration’, "instrument_position': {'walue': [488, 241.7], ‘unit’: ['mm", ‘mm'], ‘"wvalueSI': [486, 241.7], 'unitSI': ['mm", 'm
m']}}, 'Source’': {'type': "Free-Electron Laser’, ‘name': "FLASH', 'probe': "x-ray', ‘center_wavelength': {"walue': '5.74°,
"unit': "nm", ‘valueSI': 5.7460000880008084e2-89, 'unitSI': 'm'}, 'photon_energy’: {'value': '642.9578°, 'unit’: ‘eV", ‘wval
ueSI’: 1.830131919443957e-16, 'unitsSI': "(kg m~2) / 572"}, 'pulse_energy’: {'value’: "28.57", 'unit’': "wd", ‘valueSI': "2
8.57", 'unitSI': "pl'}, “dispersion’: {'value': "2.1885", 'unit': "eV/mm', ‘wvalueS5I': 3,49354589%99825e-16, 'unitsI': (kg
m) / 52"}, "cff': "2.88°, 'repetition_rate': {'wvalue': '1@@3°, ‘unit’: 'kHz', ‘valueSI': 1e@38e@, ‘unitsSI’': 's~-1"}}, 'Be
amline”: {"WAU H': {'value': "1.58°, 'unit’: 'mm", ‘wvalueSI': ©.8815, "unitSI': 'm'}, "WAU V': {'value': '©.58", ‘unit': '
mm*, ‘valueSI': 8.8085, 'unitSI': 'm'}, ‘exit_slit': {'value': 5@, 'unit': "pm’, ‘valueSI': 5@, 'unitSI': ‘um'}, ‘filter_ w
heell': "OPEN', 'filter_wheel2': 'OPEN', 'filter_wheel3": 'OPEN', 'filter_wheeld’: 'Unknown®, 'filter_wheel5': '70.88", 'g
as_attenuator’: "---"}, "Laser': {'wavelength': {'wvalue’: 515, ‘unit': "mnm’, ‘valueSI': 5.15e-87, "unitSI': 'm'}, 'transmi
ssion': '@.20°, 'filter_wheel': 5, 'pulse_energy’: {'value': "©.88", "unit': "pl’, ‘valueSI': '@.@8°, ‘"unitsSI': 'pi1'}, "pu
lse duration’: {'wvalue®: '68.3", "unit': "fs', 'valueSI': 6.83e-14, "unitSI': 's'}, 'polarization’: "-7.86°, "jitter': {'w
alue’: '58.53", "unit": "fs', "valueSI': 5.85320000008000007e-14, 'unitSI': "s'}, 'delay scan’: [1483, 1486, 1ee, 1]}, 'Sam
ple’: {'sample’': 'Ti02", 'sample_chemical_name': 'Ti02', "sample_temperature’': 'RT", 'sample pressure': {'value': '6.8e-18
", 'unit’: "mbar’, 'valueSI': 6.8e-88, 'unitsSI': ‘kg / (m s~2)'}, "prep_pressure’: {'wvalue': '5.2e-18", 'unit’: ‘mbar’, v
alueSI': 5.19999995090099586e-688, "unitSI': 'kg / (m s°2)'}}, "Manipulator’: {"type’: 'Rod", 'sample_position’: [@, 1, 27,
551}, 'Spectrometer’: {'Spectrometer_Mode’: ['LAD", 'LAD'], 'Themisl1@6l_ Parameters': ["Ekin = 169 eV", 'Epass = 20 eV', U
_conv = @ V', 'U dld = 488 V', 'U_det = 1968 V', 'Iris = 18], 'Themis1e82_Parameters': ['Ekin = 169 eV', 'Epass = 28 eV’,
'U_conv = @ V', 'U_dld = 486 V', 'U_det = 1886 V', 'Iris = 32°]}, "runMumber': {'value': '46882°'}}, 'pid’: '/11815619/4688
2", 'owner": ‘Geoff Thornton', “contactEmail’: 'g.thornton@ucl.ac.uk’, “sourceFolder’: 'fasap3/flash/gpfs/pg2/2823/data/1l
B15619°, 'creationTime": '2023-86-02T88:28:81.8808Z°, "type': "raw', 'datasetName’: 'Run 46882 - LAD mode, Ti2p, FEL', ‘'cla
ssification’: 'IN=medium,av=1low,CO=low’, "version’: '3.1.8", '"ownerGroup': '11815619-dmgt’, 'accessGroups’': ['11815619-dmg
t', "11815619-clbt’, "1181561%-part’, 'fllstaff', "flldmgt'], "createdBy': "ingestor’, 'history’': [], 'datasetlifecycle’:
{"archivable’: True, "retrievable’: False, 'publishable’: False, 'archiveRetentionTime': '2833-86-061T86:06:080.80867', 'date
OfPublishing’: '2026-06-91T80:00:08.808Z°, 'isOnCentralDisk’: True, 'archiveStatusMessage': 'datasetCreated’, 'retrieveSta
"', "retrievelIntegrityCheck’: False}, 'createdAt’: "2023-86-91T22:28:91.538Z", 'updatedAt’: '2623-86-81T22:2

tusMessage’: s
8:91.554Z", 'proposalld’: "11815619°, 'techniques’: [1}

*/flash/pg2', 'scientificMetadata’: {'title': 'Run 46882 -
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GhHub openCOMPES/sed

NXmpes_config_WESPE.jsonw oao72023 Logout || Gontrol Panel
File Edt  View  Llanguage JSON
1

"/@default": "entry”,

2

4 "/ENTRY[entry]/definition": "NXmpes"

5 "/ENTRY[entry]/definition/@version”: "None",

6 "/ENTRY[entry]/title": "@attrs:metadata/scientificMetadata/title”,
7 "/ENTRY[entry]/start_time": "@attrs:metadata/creationTime”,

"/ENTRY[entry]/@default"”: "data",

"/ENTRY[entry]/experiment_institution”: "Deutsches Elektronen Synchrotron DESY - Helmholtz-Gemeinschaft”,

9 "/ENTRY[entry]/experiment facility": "FLASH",
10 "/ENTRY[entry]/experiment_laborator PG2",
11 "/ENTRY[entry]/entry_identifier": "@attrs:metadata/scientificMetadata/run_number”,

12 "/ENTRY[entry]/USER[user]/name”: “"@attrs:metadata/principalInvestigator”,
13 "/ENTRY[entry]/USER[user]/role”: "principal investigator"”,

14 "/ENTRY[entry]/USER[user]/affiliati, "Mone",

15 "/ENTRY[entry]/USER[user]/address”

16 "/ENTRY[entry]/USER[user]/email” etadata/contactEmail”,

17 "/ENTRY[entry]/INSTRUMENT[instrument]/name": "WESPE @ PG2",

18 "/ENTRY[entry]/INSTRUMENT[instrument]/name/@short_name”: "WESPE",

19 "/ENTRY[entry]/IMSTRUMENT[instrument]/energy resolutio 200.0,

28 "/ENTRY[entry]/INSTRUMENT[instrument]/energy resolution/@units”: "meV",
21 "/ENTRY[entry]/INSTRUMENT[instrument]/temporal_resolution”: 150.8,

22 "/ENTRY[entry]/INSTRUMENT[instrument]/temporal_resolution/@units”: "fs",

"/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/description”:
with delay line detectors at the WESPE endstation of beamline PG2 of FLASH",
"/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/energy_resolution™: 200.@,
"/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/energy_resolution/@units™: "meVv",
"/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/fast_axes": [

“Double time-of-flight spectrometer equipped

"/ENTRY[entry]/INSTRUMENT [instrument]/ELECTRONANALYSER[electronanalyser]/slow_axes": "None",
"/ENTRY[entry]/INSTRUMENT [ instrument]/ELECTRONANALYSER[electronanalyser]/COLLECTIONCOLUMN] collectioncolumn]/projection”: "reciprocal”
"/ENTRY[entry]/INSTRUMENT [instrument ]/ELECTRONANALYSER [electronanalyser]/COLLECTIONCOLUMN collectioncolumn]/scheme™: "Angular
dispersive”,
34 " /ENTRY[entry]/INSTRUMENT [instrument]/ELECTRONANALYSER[electronanalyser]/COLLECTIONCOLUMN] collectioncolumn]/mode” :
"@attrs:metadata/scientificMetadata/Spectrometer/Spectrometer_Mode”,
35 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/COLLECTIONCOLUMN] collectioncolumn]/working_distance”: 20.0,
36 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/COLLECTIONCOLUMN] collectioncolumn]/working distance/@units”:

JENTRY[entry]/INSTRUMENT [instrument ]/ELECTROMANALYSER[electronanalyser]/COLLECTIONCOLUMN[ collectioncolumn]/field aperture/shape”:
“curved slit",

38 "/ENTRV[sntry]/INSTRUMENT[instrumsnt]/ELECTRONANALYSER[slsctrnmanalyssr]/COLLECTIONCOLUMN[cnllsctinncnlumm]/w‘ield aperture/size”: 3@,
39 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/COLLECTIONCOLUMM[ collectioncolumn]/field_aperture
/slze/@unlts “mm”,
48 /ENTRV[sntry]/INSTRUMENT[1nstrumsnt]/ELECTRONANALYSER[slsctrnmamalyssr]/ENERGVDISPERSION[sner‘gydupsrsmh]/snergy scan_mode”
"fixed”
41 "/ENTRV[Entry]/INSTRUMENT[instrumEnt]/ELECTRONANALYSER[Elsctr‘unanalysar]/ENERGVDISPERSION[Energydispsrsiun]/passienergy” "nan",
42 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/ENERGYDISPERSIOM[energydispersion]/pass_energy/@units”: "ev",
43 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/ENERGYDISPERSION[energydispersion]/scheme™: "tof",
44 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/ENERGYDISPERSIOM[energydispersion]/tof distance™: 0.9,
45 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/ENERGYDISPERSIOM[energydispersion]/tof ¢ dlstance/@umts”: m",
46 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/DETECTOR[detector]/amplifier type": " B
47 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/DETECTOR[detector]/detector_type”: "DLD",
48 "/ENTRY[entry]/INSTRUMENT[instrument]/ELECTRONANALYSER[electronanalyser]/DETECTOR[detector]/sensor_pixels™: [
a9 1260
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e.g. Run 46082 from Beamtime 11015619

o BBl

splQ_processed.save("46082_10Q binned_full.nxs")

Using mpes reader to convert the given files:
/home/kutnyakd/__beamtimes/N3_Dye_2823/NXmpes_config_WESPE.json

[info]:
[info]:
[info]:
[info]:
[info]:
[info]:
[info]:
[info]:
[info]:
[info]:

Path
Path
Path
Path
Path
Path
Path
Path
Path

The output file generated: 46@82_1Q binned full. nxs

JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/applied not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/symmetry not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/original_centre not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/original_points not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/cdeform_field not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/DISTORTION[distortion]/rdeform_field not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/energy_calibration/applied not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/energy_calibration/coefficients not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/energy_calibration/fit_function not found. Skipping the entry.
/energy_calibration/original_axis not found. Skipping the entry.
JENTRY[entry]/PROCESS[process]/en ibration/calibrated_axis not found. Skipping the entry.

D:/Work/Beamtime/2023/FLASH/Thorntoff/46082_1Q_binned_full.nxs::/entry/data/data

Name Description Type Shape
v [7] 46082_1Q_binned full nxs a 4| X 27 e || @ i By oo — -
~ me entry @ "Run 46082 - LAD mode, Ti2p, FEL" MNXentry
v e data Nidata 2
@ data @ 3D data float32 500 1 /entry/data/data[107, :, :]
o definition W) "NAmpes" string scalar 200
e entry_identifier ) "46082" string scalar 15
o experiment facilty (@) "FLASH" string scalar 175 4
o experiment_institution (@) 'Deutsches Elektronen Synchrotron ...~ string scalar
o experiment laborstory () "PG2" string scalar 16
v o Instrument @ "WESPE @ PG2" NXinstrument 150 A
> wx beam MNXbeam 14
5 W beam_pump Nxbeam 125 4
5 e electronanahyser NXelectronanalyser
« energy_resolution () 200 floatsd scalar 12
5 ‘mx Manipulator MXmanipulator 1004
e name ) "WESPE @ PG2" string scalar s 0
5 e source ) "FLASH" Nisource 75 4
5 mx SOUFCE_pump ) "PIGLET NXsource
« tempoeral_resolution @ 150 floattd scalar =0 08
> sample @ "To2" NXsample
e start_time () "2023-06-02T00:28:01.0002" string scalar 0
o fitle () "Run 46082 - LAD mode, Tizp, FEL'  string scalar 25
v ax user NXuser
o address ) "None" string scalar o 0.4
o affiliation ) "None" string scalar
o email @) "gthornton@uclac.uk’ string scalar
s name (V) "Geoff Thornton” string scalar b 55 160 15—;0 260 o2
e role (W) "principal_investigator” string scalar X
0.0
0
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« Access metadata with own (not ingestor) credentials — like via gamma-portal.desy.de or directly from Maxwell
« Access SciCat from outside of DESY

« Publishing data with SciCat metadata — “derived” data type, DOl number

« How to deal with metadata of several Runs combined together?

« Beamtime summary table

« How to update existing metadata entry — “patch” dataset or?

« asapm to SciCat migration?
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