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Context
Users support (and Experiments lifecycle)

Arrival form

Proposals tl me
submission

Proposals evaluation
& scheduling
Preparation phase

Beam
time

Data and Metadata Management (Embargo Period)

Data and Metadata
Management (Open data)

Publications

Logbook

I B 0 European XFEL

Training system
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UPEX Purpose (l)

B First entry point for users

# Handling Policies & Acceptances

#¥ Provide a means to orchestrate the facility user
public beam time proposal management process

7/23 operation mode

Organize and manage users personal data and

existing accounts in a coherent way

IAM
Personal data

Zerberus
Sanction lists

Registry
Users accounts password

MyMdC
Users and internal proposals
Proposals Experiment team & Samples sheet

I B 0 European XFEL
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XFEL.EU public user beam time proposal management process (V. 02 June 2015)
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v 1
» RC members (3 Meetings: RCs * Different *** For early operation calls:
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myMdC Purpose (l)

Provide a means of storing, retrieving and query raw and run based data in an organised way
Organize and manage data and metadata in a coherent way

Assist on the execution of the Data Management policies

Manage data and metadata authorisation and responsibilities (especially during the Embargo period)

Manage and restrict the GLOBAL unique entities used during data taking
Proposal number
Proposal path
Sample
Run type

I European XFEL
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myMdC Purpose (ll)

Glue together different systems and services

UPEX
Users and internal proposals
Proposals Experiment team & Samples sheet
Check and sync users accepted data policies
Trigger proposal team snapshot

Internal proposals “fast-track” 7/23 operation mode

Users with access to Labs

Registry
Users accounts

Staff organisational group
Instrument support groups*

LDAP

Upgrade to LDAP Gateway 2.0

Users Proposal groups

GPFS
Repository location
Universal folders management
Proposal folders creation
Runs data migration
Folders removal*

SLURM
Priority queues reservation for beamtime*

Zoom integration — proposal rooms

I European XFEL
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Data Audit and reconciliation*

Number of files, size, migration dates

Elog
Elog logbook config file generation

Karabo - DAQ

Universal Run Management
Run tagging and basic details
Data Source Groups definition

Calibration Pipeline
Trigger Processed data generation
Trigger Dark Runs generation and report download

calCat
Dark Runs CCV integration

Globus
Repositories

DataCite / Tind.io
Automatic DOI generation and publish
Public DOI end point

RESTful APIs
Metadata Client and Metadata Tools python libraries
Document APIs using Swagger

Notifications™*

Statistics
Leading Scientists assessing delivered shifts
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1AM
(Identity and access
management)

y

IAM / RGY Gatway |«

\
L

Registry
(acounts, groups)

Th

PEX
(user portal)

Account

y

\ creation

N

(Calibration Catalog)

MyCAL

Calibration Pipeline
(Karabo)

LDAP
Kerberos MymMDC < > Transfer Agent
Shibboleth (Metadata Catalogue)
\ \
\
Sl : DAQ software
(Karabo)
\ Y : ® o
\ ak
FTP dCACHE '\ GPFS
vooe
0 i
Y T
Elog
b l (or replacement)  * Booked
(|
Globus DataCite TIND.io

I s o0 EUrOpEan AreL

(Publication System)

Data Policy
Enforcement Service

Dosimeter

DB

Desy WBT
(based on

ISpring

CSM
gateway

Interflex
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U PEX Arc h ite ctu re (I) F Integrated extrnal applications

(w X5,
x@
=

% Based on DUO instance got from
PSlin 2015

Web application (MVC architecture)‘:

I

I

User interfaces API Workers ]
iews, frontendl and integration | | (async tasks) Cron jobs i
A |

v !

Views > Contollers |« Models i

I

I

)

| ety -
— ) — E = . %> CentOS

Oracle DB  NetApp (ﬂle storage)
ORACLE
DATABASE

& jQuervy

PACHE
\ U2 Laravel

I B W European XFEL @

(www access)
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eLog Architecture (l)

PSI| Elog (https://elog.psi.ch/elog/) , adjusted
visually (CSS) and configured for XFEL

purposes

There is no real integration with anything

m= Logbooks and Users created by script manually Based on a chat tool

m= Logbooks permissions managed by instrument experts 7 | 2ulip
| - Rocket chat

= No integration with Control System and/or parameters metadata

@

— . —

DMZ
(www access)

Specific tool
+ ESRF logbook

- New logbook

I European XFEL
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myMdcC Architecture (l)

@\ Python Integration

I B 0 European XFEL

Metadata client

{py)
f— _Restful I
oAuth Client API's
(py)

Luis Mai

a, 2021-05-19

» NetApp (Storage)

Phusion Passenger

Database cluster

App.
Restful
API's

App. View

{Percona MySQL)

App.
Controller

App. Model

haproxy

” = »
L) " .
(2
ﬁ\nILS
N

Ml_.]SQL

' WSQthe
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myMdc Architecture (ll)

» Development Production

Xe"TM Gitvl_ab OPERCONA _-

) ) Control Network
| influxdb (www access)
CentOS

I European XFEL
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Governance & Resources

"% Product Owner

B Several groups

=% Architecture Owner
B Web DevOps

1 Team Members
Luis Maia* (50%)
Maurizio Manetti (25%)

Bharathi Vanganuru (75% - 2Y)
Sudhanshu Singh (67% - 3Y)
Varun Singh (40% - 2Y)

I B 0 European XFEL
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" Stakeholders

Data Management experts
Detector experts
Instrumentation groups
Instruments experts

Users

Administration

European

XFEL

13
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Roles and permissions ()
myMdC roles

Dashboard / Roles
= List  Export

Administration

Filter < Refresh
B admin is the role assigned to myMdC administrators and ITDM OCD
personnel B
[J Id ¥ Name Flg default
B Trusted is the role assigned to people that needs to access all O1 admn 3
system information B2 ‘visid 5
O 3 user 0
Users & Staff (0 4  read_only 1
B read_only is the default role for everybody accessing myMdC 0 6  karabo_sys 0
mm user is the role granted to users with UPEX account and the latest =1 __ieeean é
. @hi gpfs_sys 0
Data Policy accepted
]9 cal_sys 0

o

panosc_user 1

Systems

-y
—_

monitoring_sys 1

B Specific roles to be assign to system integration local users

10 roles

I European XFEL
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Roles and permissions (ll)
Responsibilities in the context of instrument
and proposal

LS: Instrument's Leading Scientist

Any user in myMdC that is associated as the
leading scientist to the Instrument where the given
proposal is taking place

BE: Instrument’s Expert

Any user in myMdC that is associated as an expert
user to the Instrument where the given proposal is
taking place

SG: Instrument's Support Group

Any user in myMdC that is a member of the support
group associated with the instrument where the

given proposal is taking place (e.g. SPBDATA)
IS W 5 European XFEL

Luis Maia, 2021-05-19

PI: Principal Investigator

Any user in myMdC

MP: Main Proposer
Any user in myMdC

LC: Local Contact

Any user in myMdC that is a Instrument Expert

T_Part: Execution team Participant

Any user in myMdC

T_DM: Execution team Data Manager

Any user in myMdC

T_UL: Execution team User Lab

Any user in the execution team

16
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Key F e at u res —— # HOME % ADMIN 2 USERS & MYTOKENS (% MYACCOUNT  (» LOGOUT

- - European
Authentication e
Your applications Users
J 0 . New Application Proposals
Sign In with European XFEL credentials _
(it is also possible to use any XFEL/DESY/CFEL campus credentials to login) Name Callback URL Data Source Groups
MdC token urn:ietf-wg:oauth:2.0:00b Edit Destroy

Username Home
Manage Fags Categories

Password Manage Fags
Fags

[] Remember me Developers Information
Legals & About

e ' HOME < ADMIN % USERS & MYTOKENS (% MYACCOUNT  (»LOGOUT
European
FEL| mymdc
% HOME <3 ADMIN £ USERS & MY TOKENS & MY ACCOUNT (» LOGOUT
s . Application: MdC token oo
xFEL mdeC lication Id Proposals
ication Id: ;
App“ ) Actions

B ST —— b

Edit User
Users B B Home

Scopes:
. ;
* First Name Luis Proposals Manage Fags Categories
Callback urls:
B Manage Fags
” Last Name Maia Data Source Groups urn:ietf:wg:oauth:z.a:oob
" B - Fags
* Contact email luis.maia@xfel.eu
Home
Developers Information
i 2
* Provider Idap Legals & About

Manage Fags Categories
Manage Fags

Fags

Legals & About | Contacts | Developers Information | Fags | Report a Problem | European XFEL © 2019 A Back to top

Developers Information

I B 0 European XFEL
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Key Features
Application Layout & Responsiveness

T T HOME ADMIN USERS MY TOKENS MY ACCOUNT LOGOUT

European

XFEL| mymdc

Signed in!

Welcome to the myMdC Users

18

———
— MENU
European

XFEL| mymdc

The Data Management portal for European XFEL users

Proposals

Quick Introductory Tour
Data Source Groups

Please Note, that you should use your XFEL/DESY/CFEL campus credentials to login in this system.

Manage Faqs Categories

» Manage Fags

Administrators Only! Faas

Developers Information

Legals & About

Legals & About | Contacts | Developers Information | Fags | Report a Problem | European XFEL © 2019 A Back to top

I B 0 European XFEL

Welcome to the myMdC

The Data Management portal for European XFEL users

Quick Introductory Tour

Please Note, that you should use your XFEL/DESY/CFEL campus
credentials to login in this system.

Users

Proposals

Data Source Groups

Manage Faqgs Categories

Manage Fags

Fags
Developers Information

Legals & About

Legals & About | Contacts A Back to top
Developers Information | Fags

Report a Problem

European XFEL © 2019
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Key Features

Proposal details

Proposals

Show 10 v entries

O Search anywhere:

Number 1E Title Instrument Beamtime status Start date

Filter x Filter x| TSTSA2 x| |Filter Filter x
900054 TST SASE2 DAQ tests TSTSA2 Closed 2018-09-24 22:00:01 UTC
900058 TST SASE2 DAQ tests TSTSA2 Finished and Reviewed 2019-01-20 23:00:01 UTC
900083 TST SASE2 DAQ tests TSTSA2 Finished and Reviewed 2019-06-14 22:00:01 UTC
900116 TST SASE2 DAQ tests TSTSA2 Finished and Reviewed 2020-01-17 09:04:50 UTG
900165 TST SASE2 DAQ tests TSTSA2 Finished (Beamtime) 2020-06-30 22:00:02 UTC
900190 TST SASE2 DAQ tests TSTSA2 Active 2020-12-31 23:00:02 UTC

Showing 1 to 6 of 6 entries (filtered from 431 total entries)

I B 0 European XFEL

First | Previous Next | Last

HIDE =

Users

Repositories
Data Source Groups.
Home

Manage Fags Categories

Manage Faqs
Email Preview (Debug)

Developers Information

Legals & About

Luis Maia, 2021-05-19

Proposal no. 900058
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MENU =

Repositories ][ Calibration Constants History

General Public Information

General

Runs Team

#id:
DOI:

Proposal Number:
Name:

Title:

URL:

Abstract:

Proposal Folder:
Proposal Path:
Preferred data output:

Proposal Last Run:
Instrument:
Instrument Cycle:
Principal Investigator:
Main Proposer:

Local Contact:

Start date:

No. preparation shifts:
No. delivered shifts:
Beamtime 1:

Zoom meeting:

B Ali-r o v s o e e Lo e e

929
10.22003/XFEL.EU-DATA-900058-0

900058
p900058
TST SASE2 DAQ tests

p900058
/gpfs/exfel/exp/TSTSA2/201930/p900058/raw
Raw

144

Test SASE2

201930

Djelloul Boukhelef

Nasser Al-Qudami

Djelloul Boukhelef
2019-01-21 00:00:01 +0100
\59:58 +0200

Create Zoom meeting

Beamtime 2: :00 +0200 -

Beamtime 3: 2021-04-28 07:00:00 +0200 - 2021-04-29 23:00:00 +0200
Z00m meeting:

Cloneable Status:

Start Beamtime date:
End Beamtime date:
Available:

Proposal system:
Description:

Created by:

Creation date:
Modified by:

Last modification date:

All Proposal Run types

Not Cloneable

Luis Maia

2019-01-23 14:36:37 +0100
Janusz Malka

2019-06-24 16:03:44 +0200

New All Proposal Samples

Upex proposals only

« 7 days before

« 7 days after

*  Max: 4 meetings in parallel

* [e0001]: Test DAQ

* No Sample
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Key Features
Proposal workflow and notifications

NU. genvereu siniws:
Beamtime 1:
Release at:

open data?:

2019-01-21 00:00:01 +0100 - 2019-06-30 23:59:58 +0200
2022-12-31 23:59:58 +0100
No

Beamtime status: Ready

Beamtime status ~

Start Beamtime date: .

End Beamtime date: . o
Available: = Active
Proposal system: —
Description:

Created by: Luis Maia

NO. Gelverea snims:
Beamtime 1:
Release at:

open data?:
Beamtime status:

2018-09-25 00:00:01 +0200 - 2018-12-31 23:59:58 +0100
2021-12-31 23:59:59 +0100

No

Finished (Beamtime)

Start Beamtime date: .

End Beamtime date: .
Available: '

Proposal system: .
Description:
Created by:

Creation date:
Madifiad hu

Ready
Finished (Beamtime

Finished and Reviewed

Janusz Malka
2018-09-25 10:47:10 +0200

Queatam

I B 0 European XFEL
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myMdC Proposals' Beamline status workflow

N: New

WLC: Waiting LDAP Configuration

DLC: LDAP Configuration Done

WOFC: Waiting GPFS Offline Configuration
DOFC: GPFS Offline Configuration Done
WONC: Waiting GPFS Online Configuration
DONC: GPFS Online Configuration Done
ONNA: GPFS Online Configuration Not Applicable
R: Ready

A: Active

I: Inactive

F: Finished (Beamtime)

FR: Finished and Reviewed

WCLO: Waiting (GPFS) Online Folder Removal
CLO: Closed

C: Cancelled

T: Test

DONC

20
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Key Features
Proposal DOIs integration

Proposal no. 900058

T .. |

Public Information Runs Tearr

HIDE =

Users

The DOI® System 1SO 26324 Resolve a DOl Name

Type or paste a DOI name, e.g., 10.1000/xyz123, into the

text box below. (Be sure to enter all of the characters
Calibration Constants (CEH) History Py 5
_ before and after the slash. Do not include extra characters,

or sentence punctuation marks.)

Repositories

¢ Informatio Data Source Groups

Dol ; |10.22003/XFEL.EU-DATA-002012-00
:10.22003/XFEL.EU-DATA-900058-00 Publish DOI Home
Proposal Number: 900058 Bt . SGRRNE Gl Arde J8NE SN o
Name: p900058
s Manage Fags REGISTER LOGIN
Title: TST SASE2 DAQ tests Categories —
Beamtime 1: 2019-01-21 00:00:01 +0100 - 2019-06-30 23:59:58 +0200 European
Instrument: Test SASE2
Manage Fags myMdC
Instrument Cycle: 201930 agas XFEL y
Principal Investigator: Djelloul Boukhelef
Me- = - A
Le HIDE
Proposal no. 002012 . Proposal no. 002012
sers
Back || @ea G Thi DOI: 10.22003/XFEL.EU-DATA-002012-00
or . .
cereat | Publomomaton | muns  Toam  Raposiores @) Calbraton Gonsans @ Hetory i el
© Some informatic ! lame: p
Public Information e = reg Title: Serial Femtosecond Crystallography at MHz repetition rates
orma ata Source Groups
E pro Abstract: This community proposal arising out of the SFX-SPB workshop held in December 2016 directly addresses the key issue of high
DOk 10,2008/XFEL. EU—DATA—ODQO!ZVOO e int throughput structure determination for maximising the science output from EuXFEL.
We will
P I Number: 002012 1
roposs uN";,:; 002012 " e (1) Establish sample delivery methods suitable for the MHz repetition rates;
= . lanage Fags Categories
i= Back Ge i . i " St = (2) Exploit these techniques to establish high throughput serial crystallography; and
Abstract: ::‘; L::a;:yﬂu;ti sgposa\ arising out of the SFX-SPB workshop held in December 2016 directly addresses the key issue of high throughput structure determination for maximising the science Menage Fags (3) Obtain the first new structure(s) of biological interest using the EUXFEL.
We will D Participation is open to anyone who wishes to contribute, results will be shared openly with the community.
(1) Establish sample delivery methods suitable for the MHz repetition rates; Email Preview (Debug) N
(2) Exploit these techniques to establish high throughput serial crystallography; and Beamtime 1: 2017-09-14 20:00:00 +0200 - 2017-09-19 08:00:00 +0200
(3) Obtain the first new structure(s) of biological interest using the EUXFEL. Dol e Beamtime 2: 2018-03-29 20:00:00 +0200 - 2018-04-02 08:00:00 +0200
evelopers information Instrument: SPB/SFX SASE1
Beamtime 1: 2017-09-14 20:00:00 +0200 - 2017-09-19 08:00:00 +0200 .
Beamtime 2: 2018-03-29 20:00:00 +0200 - 2018-04-02 08:00:00 40200 Legale & About . Ir}strument Pycle. 201701
Instrument: SPB/SFX SASE1 Principal Investigator: Henry Chapman
Instrument Cycle: 201701 Main Proposer: Anton Barty
P'i"ci":a'i:"::;:‘:::: ::‘“::g;n‘fe' Local Contact: Richard Bean
Local Contact: Beamline Expert User Release at: 2021-04-02 08:00:00 +0200
Release at: 2021-04-02 08:00:00 +0200 open data?: No
open data?: No
s Brepcesiaataisopsn This proposal data is open
Would you like to get access to this proposal datasets?
Would you like to get access to this proposal datasets?
Please contact us through the open.data@xfel.eu email address.
Thank you for visiting! Please contact us through the open.data@xfel.eu email address.

Thank you for visiting!

EBack | G Edit ' Runs Beamtime status ~-
I B W European XFEL

Legals & About | Contacts | Developers Information | Reporta Problem | European XFEL © 2021 A Back to top
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Proposal no. 900054 Users
Key Features
iSBack = & Edit - Clone - Add another E:B - Delete Beamtime status ~ Proposals
Proposal runs (data) management e
General Public Information Runs Team History Data Source Groups
Proposal Runs Home
PfOpOSBI no. 900054 Users Run Number Run  Sample Run Data Run Manage Fags Categories

(alias) type Name Start date status Assessment Calibration Comment Edi

R it
e Manage Fags
E ORI F XS B Cione | + Add another i Delete | Beamtime status ~ Proposals 0082 Test  NoSample 2019-01-23 Closed Unknown/Unclear
DAQ 14:20:18 +0100

i Fags
i ) ) 0081 Test  NoSample 2019-01-23 Closed | (Rejcalibrate a
Te Data Source Gri 7
General Public Information Runs eam History DAQ 12:10:47 40100 — G
Developers Information
) 0080 Test  NoSample 2019-01-23 Closed Unknown/Unclear
Proposal Runs Home DAQ 03:13:08 +0100 Bt . £ Legals & About
0079 Test  NoSample 2019-01-22 Closed UnknownfUnclear |
Run Number Run Sample Run Data Run Manage Fags Ci DAQ 14:29:27 +0100
(alias) type  Name Start date tat A ients dCalbrationmifComments | 1Edit 0078 Test  No Sample  2019-01-22 Closed __Unknown/Unclear | _ ©o:c6 o
0082 Test  NoSample 2019-01-23 Closed  Unknown/Unclear o
DAQ 14:20:18 +0100 o - : o Run Descriplion
Proposal no. 900054 > Edit Run no. 79
0081 Test  NoSample 2019-01-23 Closed P — o G This s the rup 0079 descritiod
DAQ 12:10:47 <0100
*Run Number 79
0080 Test  NoSample 2019-01-23 Closed Good (migrate data to Maxwell) I s
DAQ 03:13:08 +0100 Unclear (migrate data to Maxwell)
0079 Test  NoSample 2019-01-22 Closed Not interesting (data won't be migrated to Maxwell) shungmey, (Ss0a ald
DAQ 14:29:27 +0100 = J — Sample No Sample x -
0078 Test No Sample 2019-01-22 Closed Unknown/Unclear o - G Run Status Closed )
DAQ 14:16:09 +0100
Run Quality Unclear (migrate data to Maxwell) ]
0077 Test No Sample 2019-01-22 Closed Unknown/Unclear . 2
DAQ é 14:07:09 +0100 o - o Description | [T s the run 0079 descrption
e AV ot . S O g S — = [ e
Audit fields
Created by KARABO Migrator
Created by 2019-01-22 14:29:27 +0100
Modified by Luis Maia

Last modification date 2019-04-02 04:15:18 +0200

. P s s

I B 0 European XFEL
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Key Features
Proposal team and History Duascess o M)

Luis Maia E Participant E
J | 0 Luis Maia v Participant v O Yes
@® No
Proposal no. 900054 slzer Dataacces=
Dijelloul Boukhelef E‘ Data Manager & 0 *User Data access * Lab Access
Karen Appel 2 Data Manager & Participant v O Yes
Z=pBack | G Edt + Add another m 1 Delete | Beamtime status ~ ® No
*User Data access
Jolanta Sztuk-Dambietz E] Data Manager &E| o " giata o
- . ] * User access * Lab Access
General Public Information Runs Team Histo
> Dijelloul Boukhelef v Data Manager & Participant v O Yes
*User Data access ® No
E:‘.pcrlmcnt Team Maurizio Manetti E‘ Participant E| o
*User Data access * Lah Access
Principal Investigator: Dijelloul Boukhelef - (boukhele) as Data Manager & Participant
Main Proposer: Nasser Al-Qudami- (algudami) as Data Manager & Participant » User Data scc Pfoposal no. 900054 Use

Team members 1: Luis Maia - (maial) as Participant Krzysztof Wrona E1 Data Ma

Team members 2: Jolanta Sztuk-Dambietz - (jsztuk) as Data Manager & Participant e P 2
% : s P LTSI R Tl B Cione | + Add another @ Delete Beamtime status ~
Team members 3: Maurizio Manetti - (manettim) as Participant

*User Data acc

ﬂ
n
o

Team members 4: Krzysztof Wrona - (wrona) as Data Manager & Participant
Team members 5: Peter Zalden - (zaldenp) as Data Manager & Participant Peter Zalden EI Data Ma General  Public Information Runs  Team | History Dat:
Team members 6: Janusz Malka - (jmalka) as Data Manager & Participant
Team members 7: Juergen Hannappel - (hannappj) as Participant “User e History Horr
R : Nasser Al-Qudami E‘ Data Ma
Download: eV JSON | Elog format 2019-02-14 15:27:59 +0100 — ## System ## Man
Preferred data output Processed = Raw
*User Data acc Man
i ke E] Datama 2019-01-29 18:23 +0100 — ## System ##
Repository = = XFEL_GPFS_ONLINE_SASE_2 o
= 7 I il { S
ZBack | O Edit + Add another m i Delete | Beamtime status e bataace  2019-01-20 03:41:47 +0100 — Luis Maia N
= v
Juergen Hannappel El Particip: Beamtime status Active = Finished (Beamtime)
2019-01-23 16:24:10 +0100 — Janusz Malka Leg
© add member Team changes — = Juergen Hannappel (Participant)
Audit fields 2018-10-19 16:39:06 +0200 — Janusz Malka
Beamtime status Ready = Active
Created by Janusz Malka

2018-09-27 16:38:46 +0200 — Janusz Malka
Team changes — = Janusz Malka (Data Manager & Participant)

2018-09-25 17:30:09 +0200 — Luis Maia
Beamtime status GPFS Online Configuration Done = Ready

2018-09-25 17:28:04 +0200 — Luis Maia

Beamtime status GPFS Offline Configuration Done GPFS Online Confiauration Done

1
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Key Features
Proposal Repositories

Proposal no. 900190

MENU =

ZBack || & Edit m + Addanother | ERuns | @ Delete

General Public Information Runs. Team Repositories (FD) Calibration Constants H)

Repositories

History

Beta warning!

Yes, this feature is in beta!

We are testing and developing actively this feature,
Currently some information may not be 100% accurate, especially for old proposals and runs.

Thanks for noticing!

Request the Copy of Data to a

No remote repositories are available.

Raw

bility per run and repository

(seie) JoquinN uny
dnos.
Ayrenp uny

1 3SVS 40} QUINO MEY S3dD 134X
23SV 40} OUIIUO S3dD TTX
£ 3SVS 40} OUIUO S3dD 13X

130 3SVS 40} SUIUO S3dD 134X

0D AS3Q Ul EIEP MEY QU0 S3dD TIAX

09 AS3Q I ©IEq 04OEDP

0011 raw_e0001_n0011 To be evaluated
0010 raw_e0001_n0010 To be evaluated
0009 raw_e0001_n0009 To be evaluated
0008 raw_e0001_n0008 To be evaluated
0007 raw_e0001_n0007 To be evaluated
0006 raw_e0001_n0006 To be evaluated
0005 raw_e0001_n0005 To be evaluated
0004 raw_e0001_n0004 To be evaluated
0003 raw_e0001_n0003 Unknown/Unclear
0002 raw_e0001_n0002 Unknown/Unclear
0001 raw_e0001_n0001 Unknown/Unclear

I B 0 European XFEL
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Collection

Path

(] File Manager

euxfel#euxfel

Proposal no. 900190 > Run no. 3

MENU =

ZEBack | GEdt OGN Add another

#id:

Proposal Number:

Run Number:

Run Alias:

Run Folder:

Run type:

Sample Name:

Start date:

End date:

First Train:

Last Train:

Size (Bytes):

No. files:

Available:

Run Quality:

Run Status:

Original Format:

DAQ system message:
Calibrated Process data status:
" lineaulo Banli

89110
900190
3

r0003

Test DAQ

No Sample

2021-02-03 16:28:49 +0100
2021-02-03 16:30:29 +0100
976049117

976050119

1484032

Yes
Unknown/Unclear
Closed

Not Available

Migration requested at:
Migration begin at:
Migration end at:

No. Calibration Requests:
Calibration last request at:
Calibration last begin at:
Calibration last end at:

2021-03-04 09:48:33 +0100
2021-03-04 09:48:40 +0100
2021-03-04 09:49:11 +0100
0

eI

Created by:

Creation date:
Modified by:

Last modification date:

Data Groups

KARABO Migrator
2021-02-03 16:28:49 +0100
GPFS Migrator

2021-03-04 09:49:11 +0100

Expand all | Collapse all
= raw_e0001_n0003

RAW-R0003-DA04-S00000.h5 (relative_path ==> 0003/)

Igpfs/exfel/exp/TSTSA2/202130/p900190/raw/r0003/

¢

NAME +

RAW-R0003-DA04-500000.h5

LAST MODIFIED

B view

Panels [ OO [

D Bookmark

size @ Share

2/3/2021, 4:30 PM 151GB

\\ Transfer or Sync to.

= New Folder

D Get Link
@: Show Hidden Items

@ Manage Activation

. globus

24
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HOME ADMIN USERS MY TOKENS MY ACCOUNT LOGOUT

Key Features SEEL cocn
Proposal Calibration

#id: 13
Name: dark_900113_r9985_r9984_r9983_210211_122050.pdf
File path: al_tst/caldb_: |/reports/CALLAB/HED_DET_AGIPD500K2G/dark/dark_900113_r9985_r9984_r9983_210211_122050.pdf

Downloat

Proposal no. 900204

Epack & Edit m 4+ Add another

Available: Yes
Description: ---
Created by: Admin User
Creation date: 2021-02-11T12:27:19+0100
Modified by: Admin User
Last modification date: 2021-02-11T12:27:19+0100

General Public Information Runs Tear Repositories ) Calibration Constants (CH) History
Associated Calibration Constant Versions
Calibration Constants
Request Dark Deploy all versions
In the table below, Karabo DA and Detector of the associated Physical Detector Unit are shown as they were at the moment of the calibration constant version's creation date and time
* Detector SPB_IRDA_JF4M x ~ @
Name Deployed Good  Startdate  Validitystart Creation date Calibration Constant Physical Detector Unit  Detector
* Detector Units Select All ] sty
’ HUNGFRO1 EUNGFR02 EUNGFRO3 EUNGFRO4 @ UNGFROS 20210211_112807_sldx=0  false true 20200923  2020-09-23  2021-02-11  AGIPD-Type_BadPixelsDark AGIPD DefG7npSmbfel  AGIPD_SIV1_AGIPDV11_M HED_DET_AGIPD500K2G
HUNGFROs EUNGFRO7 T JNGFROS 13:26:59 13:26:59 12:28:08 116IN (AGIPDO0)
20210211_112811_sldx=0  false true 2020-09-23  2020-09-23  2021-02-11  AGIPD-Type_BadPixelsDark_AGIPD DefnffH5zPJV7  AGIPD_SIVi_AGIPDV11_M  HED_DET_AGIPD500K2G
* Operation Mode Adaptive Gain x - @ 13:26:59 13:26:59 12:28:11 117IN (AGIPD02)
Operation Mode Description _ S1&ndard operaion mode for AGIPD and Jungirau detectors with 3 gain stages used. To be able 1o process o 20210211_112811_sldx=0  false true 2020-09-23  2020-09-23  2021-02-11  AGIPD-Type_BadPixelsDark_AGIPD DefD+RLqcU6Vg  AGIPD_SIVi_AGIPDV11_M  HED_DET_AGIPD500K2G
calibration constants from dark data, the data should be taken for each gain stage in separate runs. Therefore, the 13:26:59 13:26:59 12:28:11 1170UT (AGIPDO3)
run number for each gain stage has to be specified in the following order #1- high (HG/GO) #2-medium (MG/G1) #3 -
low (LG/G2)
e Run #1 [: ] =
% Run Number(s) = dark_900204_r145_r146_r147_210318_111538.pdf 100% + =] OD
98 x -
Run #2
% -
Run #3
100 x -
Description °
4
Dark ]
Operation  Run . .
Staws  LastUpdtedat Detector DetectorUnis Mode . Numbers) Exteralresources Jungfrau Dark Image Characterization
[ PO 2021-03-23 12:04:54 +0100 SPB_IRDA_JF4M JNGFRO1, JNGFR02, JNGFRO3, Adaptive Gain 98, 99, 4
JNGFRO4, JNGFRO5, JNGFR... 100 (VPN required) P——
[EETY) 2021-03-18 11:51:13 +0100 SPB_IRDA_JF4M JUNGFRO1, JNGFRO2, JNGFRO3,  Adaptive Gain 145, 146, ' European
JNGFR04, JNGFRO5, JNGFR. 147 (VPN required) XFEL
m 2021-03-14 10:38:40 +0100 SPB_IRDA_JFAM JNGFRO1, JNGFRO2, JNGFR03,  Adaptive Gain 132, 133, 4
JINGFR04, JNGFROS, JNGFR... 134 (VPN required)
(VPN req Detector group
U R SIEEN  2021-03-14 09:37:31 +0100 SPB_IRDA_JF4AM JNGFRO1, JNGFR02, JNGFRO3, Adaptive Gain 129, 130, W
UNGFRO4. JNGFROS, JNGFR... 131 (VPN required) Based on data sample: /gpfs/exfel/exp/SPB/202130/p900204/raw
CWSET 2021-03-14 09:19:27 +0100 SPB_DET_AGIPD1M-1 AGIPDOO (Q1M1), AGIPDO1 Adaptive Gain 129,130, [y o Release : 3.1.0-hotfix4

March 18, 2021

I B 0 European XFEL
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Key Features

Integration with data acquisition

@] 8

I MID_RUN_CONTROL_GLOBAL_STATE % \—

MID Run Controller

source type behavior monitored access

Data source

Data aggregator

Device Alias)

[V AGIPDIM_XTDF

[V BEAM_COND_3

v/ MID_AGIPDIM_CTRL
V] MID_AGIPDIM_POWER_HV
V| MID_AGIPD1M_TEMP
[V MID_AGIPDIM_TSYS
V] MID_AGIPD_MOTION
[V MID_OPT_ATT

[V 5A2_COND_1

[ BEAM_COND_1

["| BEAM_COND_2

[ JF500K_CTRL

[ JF500K_M1

[ JFS00K_M2

[ MID_ANDOR_CAM

[ MID_AUXT2_IMGPI

[ MID_AUXT3_PAM

[ | MID_AUXT3_PAM_CAM1
|| MID_AUXT3_PAM_CAM2
[ MID_BAM

[ MID_DES_GOTTHARD
[ MID_DOC_ADHOC

[ MID_ENERGY

[ MID_EXP_DES

[ MID_EXP_DES_CAM1

[ ] MID_EXP_DES_CAM2
[ MID_EXP_DES_CAM3
[ MID_EXP_EPIX-1

[ MID_EXP_EPIX-2

[ MID_EXP_FASTADC

@MID_AGIPDL...

AGIPDIMCTRL0O

MID_DAQ_DATA/AGIPDIMCTRL/0

RunController

__no_load__

@MID_AGIPDL...
@MID_AGIPDL...

@MID_AGIPDL...

AGIPDIMCTRLOO

AGIPDIMCTRLOL

AGIPDIMCTRLOL

MID_DAQ_DATA/AGIPDIMCTRL/0
MID_DAQ_DATA/AGIPDIMCTRL/1

MID_DAQ_DATA/AGIPDIMCTRL/1

AGIPDOO

AGIPDOL

AGIPD02

Luis Maia, 2021-05-19

Proposal no. 002929

26

MENU =

General Public Information

Proposal Runs

Runs

Team Repositories

Calibration Constants

History

@MID_AGIPD_...
(@BEAM_COND...

DA02
DA03

MID_DAQ_DATA/DA/2
MID_DAQ_DATA/DA/3

AGIPDO3

AGIPDO4

@SA2_COND_1
@MID_OPT_ATT
MID_DET_AGl...

DA03

DAO4

AGIPD0O

MID_DAQ_DATA/DA/3
MID_DAQ_DATA/DA/4

MID_DET_AGIPDIM-1/DET/0CHO

AGIPDOS

AGIPDO6

AGIPDOT

MID_DET_AGL...

MID_DET_AGL...

AGIPD10

AGIPD11

MID_DET_AGIPD1M-1/DET/10CHO
MID_DET_AGIPD1M-1/DET/11CHO

AGIPDO8

AGIPD09

MID_DET_AGL...
MID_DET_AGl...
MID_DET_AGl...

AGIPD12

AGIPD13

AGIPD14

MID_DET_AGIPD1M-1/DET/12CHO
MID_DET_AGIPDIM-1/DET/13CHO

MID_DET_AGIPD1M-1/DET/14CHO

AGIPD10

AGIPD11

AGIPD12

MID_DET_AGL...
MID_DET_AGL...

MID_DET_AGL...

AGIPD15

AGIPDOL

|AGIPD02

MID_DET_AGIPD1M-1/DET/L5CHO
MID_DET_AGIPDIM-1/DET/1CHO

MID_DET_AGIPD1M-1/DET/2CHO

AGIPD13

AGIPD14

AGIPD1S

* [16:07:45): Run closed successfully

i Proposal ‘
Datasource () Globalstate
Assign . Q
Configure .
Monitor .

Progress

I B 0 European XFEL

GUI SERVER: m

Run (alias) Run type
0020 scattering
0019 scattering
0018 scattering
0017 scattering
0016 scattering
0015 scattering
0014 scattering
0013 scattering
0012 scattering
0011 scattering
0010 scattering
0009 scattering
0nng seatterina

Sample Name Start date

Vycor 2021-04-08 18:12:14 +0200
Vycor 2021-04-08 18:10:29 +0200
Vycor 2021-04-08 18:08:30 +0200
Vycor 2021-04-08 18:06:44 +0200
Vycor 2021-04-08 18:01:40 +0200
Vycor 2021-04-08 17:59:05 +0200
Vycor 2021-04-08 16:07:20 +0200
Vycor 2021-04-08 16:05:18 +0200
Vycor 2021-04-08 16:04:04 +0200
Vycor 2021-04-08 16:03:12 +0200
Vycor 2021-04-08 16:01:47 +0200
Vycor 2021-04-08 16:01:05 +0200
Vveor 2021-04-08 16:00:00 +0200

Run status Data Assessment  Calibration Run Comment Edit

ot - ° - .
oo o B B2
oo o B B8
oo o E B8
Closed o .
Closed | Good (migrate data to Maxwell) ’
Unclear (migrate data to Maxwell)

Closed ! Not interesting (data won't be migrated to Maxwell) j
Closed Good o - .
Closed Good o - .
Closed Good o0 &

Closed Good o - .
Closed Good = ==
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Key Features
RESTful API's

@ Swggger

SMARTBEAR

metadata APls @

vi/swagger.yaml
This is the myMdC api documentaion

Contact the developer

Servers = =
xfel i - Pr server (uses live data) v
faci | ities Operations about the facilities N
/facilities Getallthe facilities 0
POST /facilities Create facility a8 ‘
/facilities/{id} Getfacilty by ID a8
/facilities/{id} Update facility by ID =

[ DIZE B /facilities/{id} Delete facility by ID a8

API docs: https://in.xfel.eu/metadata/api-docs/index.html

I European XFEL

Luis Maia, 2021-05-19

GET /proposals/by_number/{number} Getproposal by number

For valid response provide valid proposal number

Parameters

Name Description

number * " .

integer(sintsa)  UNique number of a given proposal that needs to be fetched
(path)

900184

27

Cancel

Responses

application/json; versio

Server response

Code Details

200 Response body

"SASE3 Photon Beam Measurements”,

"abstract’ ,

"proposal_folder": "pd0184”,

"def_proposal_path": "/gpfs/exfel/exp/SA3/202130/p900184/raw",
0.22003/XFEL . EU-DATA-900184-0

rincipal_investigator_id":
"main_proposer_id": 131,
"local_contact_id"
"orig_repository_id":

a
etag: W/"bc39alcfcd37e115b0eb0c0£91e08606"
K live: timeout=5,max=100

vary: Origin
x-content-type-options: nosniff
x-download-options: noopen
x-frame-options: SAMEORIGIN
x-permitted-cross-domain-policies: none
Phusion Passenger 6.0.7
7ce-43bd-b7a5-dcbb3cE6547c

Responses

Code Description

200
successful operation

Media type

Links

No links


https://in.xfel.eu/metadata/api-docs/index.html
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Key Features
Python client to myMdC RESTful API's

exflqrl7747:metadata_client maial$ python3 maial_py.py

{'success': True, 'info': 'Got proposal successfully', 'app_info': {}, 'data': {'id': 85,
"number': 900054, 'title': 'TST SASE2 DAQ tests', 'abstract': '', 'proposal_folder': 'p90@
054', 'def_proposal_path': '/gpfs/exfel/exp/TSTSA2/201831/p900054/raw', 'doi': '10.22003/X
FEL.EU-DATA-900054-0@', 'url': '', 'instrument_id': 110, 'instrument_cycle_id': 31, 'princ
ipal_investigator_id': 51, 'main_proposer_id': 411, 'local_contact_id': None, 'orig_reposi
tory_id': 2, 'last_run': 82, 'begin_at': '2018-09-25T00:00:01.000+02:00', 'end_at': '2018-
12-31T723:59:58.000+01:00', 'release_at': '2021-12-31T23:59:59.000+01:00', 'num_delivered_s
hifts': None, 'flg_public': False, 'flg_proposal_system': None, 'flg_preferred_data_output
': 'R', 'flg_available': True, 'flg_beamtime_status': 'F', 'beamtime_start_at': None, 'bea
mtime_end_at': None, 'description': '', 'beamtimes': [{'id': 73, 'begin_at': '2018-09-25T0@
0:00:01.000+02:00', 'end_at': '2018-12-31T723:59:58.000+01:00', 'flg_available': True, 'des
cription': None}], 'team': [{'id': 1674, 'user_id': 51, 'data_access_role': 1}, {'id': 167
5, 'user_id': 170, 'data_access_role': 1}, {'id': 1677, 'user_id': 391, 'data_access_role'
: 1}, {'id': 1678, 'user_id': 399, 'data_access_role': 1}, {'id': 1679, 'user_id': 411, 'd
ata_access_role': 1}, {'id': 1697, 'user_id': 665, 'data_access_role': 1}, {'id': 1673, 'u
ser_id': 1, 'data_access_role': 2}, {'id': 1676, 'user_id': 231, 'data_access_role': 2}, {
'id': 1959, 'user_id': 1131, 'data_access_role': 2}], 'users_ids': [[51, 'boukhele'], [170
, 'jsztuk'], [391, 'wrona'], [399, 'zaldenp'], [411, 'alqudami'], [665, 'jmalka'], [1, 'ma
ial'], [231, 'manettim'], [1131, 'hannappj']]1}}

exflqrl7747:metadata_client maial$

Gitlab: https://in.xfel.eu/qgitlab/ITDM/metadata client
PyPi: https://pypi.org/project/metadata-client/

European XFEL
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metadata_client — spbdag@exflpcl01n0:~ — vim maial_py.py — 92x44
..— -bash -I ..— -bash -I ..— -bash -

#!/usr/bin/python3
from metadata_client.metadata_client import MetadataClient

...maial_py.py

# Necessary configuration variables to establish a connection
user_id = '1

user_secret = '84b'

user_email = 'luis.maia@xfel.eu'

#

metadata_web_app_url = 'https://in.xfel.eu/metadata’
token_url = 'https://in.xfel.eu/metadata/oauth/token’
refresh_url = 'https://in.xfel.eu/metadata/oauth/token’
auth_url = "https://in.xfel.eu/metadata/oauth/authorize’
scope = "'

base_api_url = "https://in.xfel.eu/metadata/api/’

proposal_number = 900054

# Generate the connection

client_conn = MetadataClient(client_id=user_id,
client_secret=user_secret,
user_email=user_email,
token_url=token_url,
refresh_url=refresh_url,
auth_url=auth_url,
scope=scope,
base_api_url=base_api_url)

all_proposal_runs = MetadataClient.get_proposal_info(client_conn, proposal_number)

#all_proposal_runs = MetadataClient.get_proposal_runs(client_conn, proposal_number)
print(all_proposal_runs)

"maial_py.py" 31L, 1268C



https://in.xfel.eu/gitlab/ITDM/metadata_client
https://pypi.org/project/metadata-client/
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Key Features
Open data (PaNOSC & EOSC)

The main outcomes of other PaNOSC work packages

were also presented. In particular, in WP3 — Data

Catalogue Services, the activities carried out since the

project’s start include:

» Development of an Application Programmers
Interface (API) for searching for FAIR data;

» Integration of a search API into the EOSC portal;

» Use of Nexus/HDF5 standard format for metadata;

« Automation of metadata collection on beamlines;

» Use of e-logbook to make data FAIRer;

» Long-term storage (hundreds of Petabytes).

Source: www.panosc.eu/news

I European XFEL
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™
Pttt

+ Role

L
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deab\e Acccss\b\c |mcropmabm Reusab\e
A
Document i % Y
File ,O % fo2 L
« PID . ld
« IsPublic
+ Nam
2 2’? « Path .‘:. S C
. The European Open Science
. + Summary + * =S C . @ Coud for Research i Project
- DOI L
« Start dat
Member - Enddate. Instrument o
— + Release date « PID i
« License + D 1 « Title
Keyword: + Name « isPublic *
* « Facility . size
+ CreationDate
Affiliation Technique Senei
+ Name
. id « PID + . PID
+ Name « Name « Description
« Address
« City
+ Country
Parameter
Person o
« Name
o ld > « Value
« fullName Uni
« ORCID
« ResearcherlD
« firstName
« lastName
Figure 2: Search API data model
N
A~
CERIC VUO/ .. REST Panosc
lCat - site speciic API * Photon and nestoon
) d] 18D - site common REST _
specific code AP ‘O EOSC-hub
it L A site common REST
ESRE icat specific code APl
€3 3 s site common REST _
< scicat B code | APY Aggregated
Search API
w7,
'll site common REST
oracle ~ &
N specific code AP
DB
REST
European MyMDC -~ fic .
XFEL it

Figure 1: Overview of targeted deployment at partner sites and use of search API.


https://www.panosc.eu/work-packages/work-package-3-data-catalog-services/
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Key I eatu res European XFEL Shareholders Scientific Usage Statistics Runs Assessment
Scope: Calendar Year 2020 (Facility Run no.5 & Facility Run no.6) Others

- -
Statlstlcs Period: from 2020-01-01 till 2020-12-31

Total number of delivered shifts: 159
Statistics calculated with proposal experiment teams grouped by: Laboratories/Department

-
Final statistics calculation weighted by: Affiliation

Mar. 2019  Jan. 2020 Mar. 2021
1296 1886 2196
346 662 948

Runs Assessment (Jan

Mar. 2019 Jan. 2020 Mar. 2021

15 20 20 ! |
nstrument Cycles 59 115 176 i ;
epositories 11 12 12

Mar. 2019  Jan. 2020 Mar. 2021

roposals 144 287 431 #Good = Undlear
u Not interesting = Not assessed
Proposals with published DOI 3 4 13 u Others
Samples in all proposals 540 1238 1955
Run Types in all proposals 488 1136 1829 Runs Assessment (Mar
Users in all proposals 2833 6039 8886
Runs in all proposals 29736 64596 91139
Runs migrated to Maxwell 18304 43341 65579 RUNS ASSESSMENT (MAR. 2021)
Runs Calibrated (via myMdC 463 8018 12323
.54

Requested Dark Runs 147 Good 59.545
Number of Delivered Shifts Unclear 6.034

Not interesting 18.790

Not assessed 5.977

Others 793

TOTAL RUNS 91.139

= Good ® Unclear

L . .
I "W European XFEL = Not interesting ™ Not assessed

u Others
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This Photo by Unknown Author is licensed under CC BY-NC-ND

Thank you!

Special thank you to all the people that contributed to the project
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