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UPEX Purpose (I)

Proposal submission
B Proposal submission forms (for users and internal beamtime)
B Proposal calls/cycles management

C M 25 in.xfel.eu/upex/auth/login o W 0O & @ ® = O S
Proposal review and scheduling —
B Feasibility checks Ewopesn
B PRP reviews and final conclusions XFEL] vsen rora. ro me eunopeau re.
B Scheduling Login to User Portal to the European XFEL
Experiment preparation Username e
B Experiment team and arrival data rasswors [
B Campus accounts setup ~
B Export proposals to myMdC Sy sionedin - Jou can e ur P PrvacyPoley e
User management
Bm Lightweight and Campus accounts cremenewhecoum{ResstyourPassword!
B Communication

BN Legal documents Pvacy Poly for ceate
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LIGHTWEIGHT account CAMPUS account

username

UPEX accounts —
Stored in
UPEX database ‘ DESY database ‘
UPEX MdC
my Created by
By a user on one's own ‘ By XFEL or DESY when required ‘
Proposal When UO finalise Proposal
submitted the Facility Cycle ,_'"y;”k Managed by
Scheduling / c‘,’gal‘i’:n
ANthtn
Proposal UPEX !JESY tools:
Reviewed PR Registry, IAM, LDAP
Folders and
Proposal | —»| groups
Scheduled creation l By UPEX via API
(LC) Proposal
created
Proposal Proposal
A-FORM [ Tml’(tla Access
submission acking
(GC, 5O) At:g extra - UPEX only Many XFEL and DESY services:
m or UPEX, myMdC, Maxwel, Trainings
samples — ) 3 2 g
N(Poo) T
Data
Analysis
— Expiration
NO Password expires regularry
and have to be changed in time
Account expires if a user has no active
proposals
Can be reactivated in future
Check your account status (using username or email): https://in.xfel.eu/upex/password/check
UPEX access

I B Y European XFEL

Both credentials are related to the same user record in UPEX
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myMdC

™ mymdc x +

C M % inxfel.eu/metadata/

The Experimental Data Management portal

and Metadata Catalogue for European XFEL L
users XFEL| mymac

B https://in.xfel.eu/metadata/

— REGISTER LOGIN

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.

Legals & About | Contacts | Developers Information | Report a Problem | European XFEL © 2024 A Back to top

L J | European XFEL
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myMdC Purpose (l)

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

Assist on the execution of the Data Management policies, workflows and notifications

Manage data and metadata authorization 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
Techniques

L J | European XFEL
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myMdC Introduction (I)

™ mymdc K+

™) 25 in.xfel.eu/metadata/

Visit https://in.xfel.eu/metadata/

REGISTER LOGIN

B Log in with your EuXFEL user Campus Eirupean
account XFEL' mpdc

I Give the ‘Quick Introduction Tour’ a read 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.

Legals & About | Contacts | Developers Information | Report a Problem | European XFEL © 2024 A Back to top

L J | European XFEL
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myMdC Introduction (ll)

—— HOME MY TOKENS MY ACCOUNT LOGOUT

European

XFEL| mymdc

HIDE =

Welcome to the myMdC
The Data Management portal for European XFEL users AT

Data Source

Quick Introductory Tour Groups
Please Note, that you should use your XFEL/DESY/CFEL campus credentials to login in this system.
Techniques
Developers
Information
Legals & About
Legals & About | Contacts | Developers Information | Reporta Problem | European XFEL © 2023 A Back to top

I B Y European XFEL

% Go to Proposals
¥ View all your proposals
2 View Open Data proposals
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myMdC Introduction (lll)

C M 25 in.xfel.eu/metadata/proposals
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European

XFEL| mymdc

Proposals

HOME ADMIN

USERS MY TOKENS

MY ACCOUNT LOGOUT

Show 100 w entries anywhere: [ Search by column E ¥ | Print ‘ Export

Number|: Title

700003 SCS example data
700002 FXE example data
700001 Detector Calibration Test Data

700000 Example Data

Showing 1 to 4 of 4 entries (filtered from 995 total entries)

Legals & About | Contacts | Developers Information |

I B Y European XFEL

Pl Instrument  Status
Andreas XMPL Ready
Scherz

Christopher  XMPL Ready
Milne

Steffen Hauf  XMPL Ready
Luca Gelisio  XMPL Ready

Report a Problem |

European XFEL © 2024

Start date

2023-01-29
23:00:00 UTC

2021-09-27
07:41:14 UTC

2019-01-19
22:00:00 UTC

2017=110r
23:00:00 UTC

First

I¥ E-Log Actions

o [ ol
D ‘=200
(o fu]a]

—— emn G
[ ] ==

Previous Next Last

A Back to top
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content
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Proposal no. 700000 MENU =
Status: 2024-01-18 0221:50PET C: [ Files: @B | Dovi Caibrations: @ | ]

+ AddSacier m

General Public Information Runs Logbook  Team Repositories ()  Calibration Constants Publication

myMdC Introduction (IV)

General

I Proposal “General” information

#id:_30,
( DOI: 10.22003/XFEL.EU-DATA-700000-00 [ERererel | A%/
Proposal Number: /0C000

Name: p700000
Title: Example Data
URL: /metadata/proposals/30
Abstract: The European XFEL (EuXFEL) example data proposal ins experi from various original beam-times, currently covering the techniques of
senal femtosecond crystallography (SFX), coherent diffraction imaging (single particle imaging, SPI), X-ray powder diffraction, small-angle X-ray scattering
(SAXS) and X-ray photon correlation spectroscopy (XPCS).

Proposal Foider: p700000
Proposal Path: /gpfs/exfel/d/raw/XMPL/201750/p700000
Logbook Identifier: ---
Auto assign Run Quality: To be evaluated manually

Auto assign RAun Quality ~

Preferred data output: Raw
Proposal Last Run: 128
Instrument: Example Data
Instrument Cycle: XMPL: 201750 (starts: 2017-01-01 00:00:00 +0100, ends: 2019-12-3123:59:59 +0100)

Principal Investigator: Luca Gelisio H H .
i b i bl Antona Important information:
Local Contact: --- [ Proposal path
ettt 2017121 23050 0100 W RelevantDates
[xpected end of Embargo: 2018-01-01 00:00:00 +0100 [ Data Output configurations

Open data since: 2022-10-27 11:24:32 +0200
open data?: Yes
No. preparation shifts: 0
No. delivered shifts:

Zoom m
Cloneable Status: Simpie Clone (Team)
Cloneable Status +
Beamtime status: Ready

IS B % European XFEL

Auailahlas Vac
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I Proposal “General” information

I B Y European XFEL

Luis Maia & Robert Rosca, 26.01.2024

VIUNTaDIET DWW OIIRT LIUTRES | e

Beamtime status:

End Beamtime date: ---
Available: Yes
Proposal system: Example

13

Description: The European XFEL (EuXFEL) example data proposal contains experimental datasets from varnious original beam-times, currently covering the techniques of
senal femtosecond crystallography (SFX), coherent diffraction imaging (single particle imaging, SPI), X-ray powder diffraction, small-angle X-ray scattering
(SAXS) and X-ray photon correlation spectroscopy (XPCS).

Created by: System
Creation date: 2017-11-08 13:49:30 +0100
Modified by: Fabio Dall'Antonia
Last modification date: 2023-03-17 10:47:33 +0100

All Proposal Run types

Il Proposal Samples

Proposal Technique

* [0001]: AGIPD * Water

* [20008]): Calibration - Dark HG * Lysozyme (201804 small crystals)
e [20007]): Calibration - Dark LG e Lithium Titanate

* [20006): Calibration - Dark MG * No Sample

* [20003]: Configuration Tests * Lysozyme

* [0014): Dark e Silica 50nm

* [20008]): Diffraction * \lycor

* [0010]: Diffraction data * Sucrose Solution 3% v/v

* [20004): General * Potassium hexacyanoferrate(ll) trihydrate
* [20002): Sample * Cu foil

* [00186]: SAXS 500kHz // no pump laser * Xenon

* [20011]): scattering * 2-Co8_pt14_8fold - 30nm Pt cap
* [0015]): SFX Jeting * 1-Co10_Pt_6fold

e [20012]: Single Particle Diffraction e Ni-20MLs-b

* [=0013): Test DAQ * Ni75-11 MLs-b

e [20018]: XGM * Bolometer

* [0017): XGM calbration
o [0009): XPCS

o258 Rupy 7=
S

mor | Gen

* coherent diffraction imaging

* serial femtosecond crystallography

* small angle x-ray scattering

* x-ray photon correlation spectroscopy
x-ray powder diffraction

m Beamtime S
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0 Proposal “Team” and "History”

Proposal no. 900054
Status: 2024-01-19 03:45:00 CET [T——

General Public Information Runs Logbook Team Repositories Calibrati

onstants Publication

Experiment Team

pal Dijelioul - (boukhele) as Data Manager &
Main Proposer: Nasser Al-Qudami - (alqgudami) as Data Manao
Team member 1: Luis Maia - (maial) as Participant
Team member 2: Jolanta Sztuk-Dambietz - (jsztuk) as Ds
Team member 3: Maurizio Manetti - (manettim) as P

Team member 4: Krzysztof Wrona - (wrona) as P vianager & Participant
Team member 5: Peter Zalden - (zaldenp) 2 «a Manager & Participant
Team member 6: Janusz Malka - (jmalk Data Manager & Participant

Team member 7: Juergen Hannapp

- [

annappj) as Participant

iE B4 B Clone m Beamtime status ~

Legals & About | Contacts | Developers Information | Reporta Problem | European XFEL © 2024 A Backto top

I B Y European XFEL
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Team members

* User ﬂam access \ ( “Lab Access
i i v Participant v o
Luis Maia articipant ® No
*User Data access ZlLab Access
Dijelloul Boukhelef v Data Manager & Participant A g :ss
o
* User Data access Lab Access
Jolanta Sztuk-Dambietz v Data Manager & Participant O ves
® No
* User Data access 7 Lab Access
Maurizio Manetti v Participant v O Yes
® No
* User Data access *Lab Access
Krzysztof Wrona v Data Manager & Participant v O Yes
® No
Proposal no. 900054
General Public Information Runs Team History
History
2019-02-14 15:27:59 +0100 — ## System ##
Preferred data output Processed = Raw
2019-01-29 18:23:55 +0100 — ## System ##
Repository — = XFEL_GPFS_ONLINE_SASE_2
2019-01-29 03:41:47 +0100 — Luis Maia
Beamtime status Active = Finished (Beamtime)
2019-01-23 16:24:10 +0100 — Janusz Malka
Team changes — = Juergen Hannappel (Participant)
2018-10-19 16:39:06 +0200 — Janusz Malka
Beamtime status Ready = Active
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 Offiine Configuration Done = GPFS Online Configuration Done

14
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0 Proposal “Public information” (DOI) and "Publication” instructions

Luis Maia & Robert Rosca, 26.01.2024

. REGISTER
European

XFEL| mymdc

Proposal no. 700000

DOI: 10.22003/XFEL.EU-DATA-700000-00

Proposal Number: 700000
Name: p700000
Title: Example Data

: The European XFEL (EUXFEL) example data proposal contains experimental datasets from various original beam-times, currently
covering the techniques of serial femtosecond crystallography (SFX), coherent diffraction imaging (single particle imaging, SPI),
X-ray powder diffraction, small-angle X-ray scattering (SAXS) and X-ray photon correlation spectroscopy (XPCS).

Beamtime 1: 2017-11-08 00:00:00 +0100 - 2017-12-31 23:59:59 +0100
Instrument: Example Data
Instrument Cycle: 201750
Principal Investigator: Luca Gelisio
Main Proposer: Fabio Dall'Antonia
Local Contact: -
Expected end of Embargo: 2018-01-01 00:00:00 40100

General Public Information

Proposal no. 900398

Runs Logbook Team

Repositories

Calibration Constants

Publication History

DOI: 10.22003/XFEL.EU-DATA-900398-00 r n h n
Proposal Number: 900398
Name: p900398
Title: |ITLAB SASEd DAQ Logbook tests

022-10-27 11:24:32 40200

This proposal data is open
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!

15

+JLOGIN

General  Public Information  Runs  Logbook  Team Calibration Constants | Publication

Repositories (D)

History

General Public Information

Proposal no. 700000

Runs Logbook Team Repositories _alibration Constants| Publication

History

[ DOI

10.22003/XFEL.EU-DATA-700000-00

Proposal Number:
Name:

Title:

Abstract:

Beamtime 1:
Instrument:

700000

p700000

Example Data

The European XFEL (EuXFEL) example data proposal contains experimental datasets from various original beam-times, currently
femtosecond crystallography (SFX), coherent diffraction imaging (single particle imaging, SPI), X-ray powder diffraction, small-an
ray photon correlation spectroscopy (XPCS).

2017-11-08 00:00:00 +0100 - 2017-12-31 23:59:59 +0100
Example Data

I B Y European XFEL

Publications important information

Acknowledgements

The publi must include an

of the help and support provided by the staff of European XFEL.

Example for this proposal:

“We acknowledge European XFEL in Schenefeld, Germany, for provision of X-ray free-electron laser beamtime at Example Data and would like to thank the staff for their assistance.”

DOIs
Publications related to experiments carried out at the European XFEL facility must cite the DOI of the beamtime data.

Example for this proposal:
“Data recorded for the experiment at the European XFEL are available at doi:10.22003/XFEL.EU-DATA-700000-00."

Guidelines

For publication guidelines, please see the User Publication Policy.

Plans

Information about any planned publication should be provided to the User Office (useroffice@xfel.eu) as soon as the paper is accepted by a journal.
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= Proposal “Runs” View

@ Run basic Information

Proposal no. 700000

Luis Maia & Robert Rosca, 26.01.2024

Status: 2024-01-19 02:21:50 CET

Would you like to search in the Runs? Select button Runs

F LR RSl W Clone |+ Add another m Beamtime status ~
General Public Information Logbook  Team Repositories @)  Calibration Constants ~ Publication History

Proposal Runs

[ Data assessment
defines calibration

© Automatically assess new runs (after being closed by DAQ) as:

options and data long
term preservation

[ Calibration available
actions

I B Y European XFEL

e i start run ing after mi m (Note: Calibration service will not calibrate runs with run types assessed as "Darks" or "Test experiments" types)
=
Run Number (alias) un type Sample Name Techniques
0128 (X-ray gas monitor measurement for photon i XGM No Sample
0127 (X-ray gas monitor calibration for photon diagnostics) XGM calibration Bolometer
0038 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil
0037 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil
0036 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil
0035 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil
0034 (SPI on sucrose solution, AGIPD detector at SPB instrument) Single Particle Diffraction Sucrose Solution 3% viv coherent diffraction imaging
0033 (SAXS on vycor sample, AGIPD detector at MID instrument) scattering Vycor small angle x-ray scattering I3
0031 (SFX on Hen egg-white lysozyme, AGIPD detector) Diffraction data Lysozyme serial famtosacond crystaliography
0030 (SFX on Hen egg-white lysozyme, AGIPD detector) Diffraction serial femtosecond crystallography

0029 (SFX on Hen egg-white lysozyme, AGIPD detector)

Diffraction

ond crystallography

2018-06-15 08:38:40 +0200

2018-11-11 16:08:25 +0100

2020-08-14 20:00:22 +0200

2020-08-14 19:59:11 +0200

2020-08-14 16:08:07 +0200

2020-08-14 16:07:02 +0200

2021-06-01 02:25:08 +0200

2021-04-10 14:48:20 +0200

2021-04-15 10:48:26 +0200

2020-03-09 01:20:02 +0100

2020-03-09 01:07:51 +0100




Data Management Basics at EUXFEL
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B myMdC integration with

B DAQ

Bm Data Migration service

B Calibration Pipeline service

®la

ONTROL_GLOBAL_STATE X

MID Run Controller
Data Soure

- AGIPDINCTRLOL

- AGIPDINCTRLOL

a0z

5 | @BEA_COND... DAY

MID_DAQ_DATA/AGIPDINCTRL/L

MID_DAQ_DATA/AGIPDINCTRLIL
MID_DAQ_DATA/DA/2
MID_DAQ_DATAIDA'S

sourc type behavior monitored access Data source Alias Data aggregator Device (alas)

RGO | QMID_AGIPDL.. AGIPDINCTRLO0 MID_DAQ_DATAAGIPOINCTRLIO Runcontroller _no_toad_
v 3| GMID_AGIDL... AGIPDINCTRLDD MID_DAQ_DATAAGIFDINCTRL/O #61P000 1)
v

Acieo0L

AciPo02

A6iPo03

AGIPDO4

5 @sacon1 0w

7 @Mio_oPT ATT DA0s
. AGIPDOD

AsFoI0

. AGPDL

MiD_04 0N
iD_0u oK

MID_OET_ AGPDLN-LDETOCHD
MD_0ET_AGPDINDETIOCHD

MID_DET_AGIPDIN-1/DET/LICHO

A6IP05
AGIPD06

AciP07

AsiPo0s

AGIPD0Y

. G2

scPDI3

. AGPDI4

AsFoIS

. AGIPDOL

MID_DET_AGIPDIN-1/DET120H)
MID_DET_AGPDLN-L/DETISCH)
MID_DET_AGIPDIN-1/DET14CH)
MID_DET_AGIPDLN-1/DET15CHD

MID_DET_AGIPDIN-L/DETILCHD

AGIPD10

ciPoLL

AciPo12

AoPo13

AGIPDL

- AGPon2

MID_DET_AGIPDIN-1/DET/2CH

AGIPDIS

116:07:45): Run closed successully

Proposal @
Datasource @ Globalstate

Proposal no. 002929

Luis Maia & Robert Rosca, 26.01.2024
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MENU =

ZBack @ Edit + Add anoth:

General Public Information

Proposal Runs

Runs Team

Repositories (8D

Calibration Constants (H) History

&(JCL‘JS

I B Y European XFEL

Run Number (alias)  Run type Sample Name Start date Run status Data
0020 scattering Vycor 2021-04-08 18:12:14 40200  Closed
0019 scattering Vycor 2021-04-08 18:10:29 +0200  Closed
0018 scattering Vycor 2021-04-08 18:08:30 +0200  Closed
0017 scattering Vycor 2021-04-08 18:06:44 +0200  Closed
0016 scattering Vycor 2021-04-08 18:01:40 +0200  Closed Run Quality ~
0015 scattering Vycor 2021-04-08 17:59:05 +0200  Closed
0014 scattering Vycor 2021-04-08 16:07:20 +0200  Closed Good (migrate data to Maxwell)
Unclear (migrate data to Maxwell)
0013 scattering Vycor 2021-04-08 16:05:18 +0200  Closed Not interesting (data won't be migrated to Maxwell)
0012 scattering Vycor 2021-04-08 16:04:04 +0200  Closed Good
0016 scattering Vycor 2021-04-08 Closed  Good
18:01:40 +0200
0015 scattering Vycor 2021-04-08 Closed  Good
17:59:05 +0200
0014 scattering Vycor & 2021-04-08 Closed Good Calibrated data available on the
& 16:07:20 +0200 proposal /proc folder
0013 scattering Vycor 2021-04-08 Closed Good ‘ Start new'callbration
16:05:18 +0200 Repeat previous calibration
0012 scattering Vycor 2021-04-08 Closed  Good
16:04:04 +0200
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[Proposal no. 700000 > Run no. 34

PRSI BT B Clone |+ Add another

0 Run “General” information

Proposal no. 700000

EBack | @Edit + Add another m

General Public Information Runs Logbook Team

Proposal Runs

Repositories

Calibration Constants

Publication

© Automatically assess new runs (after being closed by DAQ) as:

© Automatically start run processing after migration: (Note: Calibration service will not calibrate runs with run types assessed ad arks" or "Test experiments" types)

Run Number (alias) Run type ‘Sample Name Techniques

0128 (X-ray gas monitor measurement for photon diagnostics) XGM No Sample

0127 (X-ray gas monitor calibration for photon diagnostics) XGM calibration Bol eter

0038 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil

0037 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQ Cu foil

0036 (pnCCD detector calibration with copper foil, SQS instrument) Test DAQY Cu foil

0035 (pnCCD detector calibration with copper foil, SQS instrument) 7 oA Cu foil

0034 (SPI on sucrose solution, AGIPD detector at SPB instrument) Single Particle Diffraction Sucrose Solution 3% vAv coherent diffraction imaging l
0033 (SAXS on vycor sample, AGIPD detector at MID instrument) scattering Vycor small angle x-ray scattering l
0031 (SFX on Hen egg-white lysozyme, AGIPD detector) Diffraction data Lysozyme

I B Y European XFEL

serial femtosecond crystallogr

MENU =

General Run > Slow Data Parameters G=l Processing Reports Data Groups History
General
#id: 125468
Proposal Number: 700000
Run Number: 34
Run Alias: SPI on sucrose solution, AGIPD detector at SPB instrument
Run Folder: 0034

Run type:
Sample Name:
Start date:
End date:
First Train:
Last Train:
Size:

No. files:

Available:
Run Quality:
Run Status:

Single Particle Diffraction
Sucrose Solution 3% v/v
2021-06-01 02:25:08 +0200
2021-06-01 02:29:57 +0200
1077459200

1077462095

3.83 TiB (4.21 TB)

201

Yes

Good
Closed

Original Format:
DA tem message:

Migration requested at:
Migration begin at:

Miaration end

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

2021-06-01 02:30:14 +0200
2021-06-01 02:30:28 +0200

2022-01-28 13:38:18 +0100
1

2022-01-28 13:38:23 +0100
2022-01-28 14:59:38 +0100

Calibrated P data stati

\ Calibration Pigolim auto Roevy:

- Availabl

COMPLETED

Description:

Created by:

Creation date:
Modified by:

Last modification date:

REMARK: Run cloned from proposal 900201 run 0372
Varun Singh

2022-03-03 13:12:57 +0100

Fabio Dall'Antonia

2022-11-01 17:27:47 +0100

Runs Techniques [REERISEetasims

e coherent diffraction imaging
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Proposal no. 900204

Status: 2024-01-19 04:48:03 CET Calibrations: € 6050 16 (76.22 16))

-
myMdC Introduction (XI)

Calibration Constants

Calibration Constants Publication History

Request Dark Run Calibration
I Proposal “Calibration Constants” integration with e —t
p g * Detector Units Select All ]
AGIPDO0 (Q1M1) AGIPDO1 (Q1M2) AGIPD02 (Q1M3) AGIPDO3 (Q1M4) AGIPDO4 (Q2M1)
-ca | Cat AGIPDOS (Q2M2) AGIPDOS (Q2M3) AGIPDO7 (Q2M4) AGIPDO8 (Q3M1) AGIPDOS (Q3M2)
— NOME OADMN LUSERS OMYTOKENS CiMYACCONT CLOGOUT AGIPD10 (Q3M3) AGIPD11 (Q3M4) AGIPD12 (Q4M1) AGIPD13 (Q4M2) AGIPD14 (Q4M3)
B Calibration Pipeline . e Gy
Report MENU =  Operation Mode Three gains ( ADAPTIVE_GAIN) )

-Ca|lbratlon Report i k. 0011300506 312,12 Standard operation mode for AGIPD and Jungfrau detectors with 3 gain stages used. To be able to process i)

ittt v e AL LABMED,DETAGIPDSOOKEG . S0113 10985 15084 883 21GE11 2050508 Operation Mode Description
oo 105t al scads trelneports/CALLABMED DET_AGIPDSOOK2G/darcak 300113 10005,1998.19689.210211.122050 5 calibration constants from dark data, the data should be taken for each gain stage in separate runs. Therefore, the run
number for each gain stage has to be specified in the following order #1- high (HG/GO) #2-medium (MG/G1) #3 -low

Avaiabe:

e (LG/G2). NOTE: This operation mode must be used for Adaptive and Fixed gain runs for AGIPD.

Crsation date 2021.02.11T1227:19:0100

Wodited by Acm ser —_— e

Lastmocticaton dat: 2021.02-11T1227:19:0100 . un
Run Number(s)
Associated Calibration Constant Versions
Run #2
name. Deployed Good  Strdse  Valdiystrt  Creodon date _ Golbration onstant Pryscal Detector Ut Detector .
aunity
RN OT S0 fase me  N482) 2200020  FRI0T  AGRD-Tpe BadPxesDuk AGPD DeGTipSieU  ACIPD.SI AGIPDVIT M | HED.DET AGPDSOOKZG
s r2za0e i (aPo00) Run #3
2PN 1Y e s e 000820 2000820 2210211 AGED-Tpe BadPesDak AGFD DenHERNT  AGID SVI AGIPDVIT M HED.DET AGPDSOOKZG
waess  rezmnn 117 paPooz)
P eI Soc0 e e NGB NI 20T AGRD-Tpo BaPosDYk AGRD DADRLEUONG | AGID SIVI AGIDVIT M | HED.DET AGPDSOORZG. -
s Taesa  reemnt 170U AciPoos)
Description o
dark 900204 145,145,114 y
Dark runs reque
2 External
LastUpdatedat  Detector Detector Units Operation Mode

Jl.ll‘lgfl’al'l Dark Image Characterization RDA _JF4M JNGFRO1, JNGFRO2, JNGFRO3, JINGFR04,  Adaptive Gain 166, 167, 1o

I 2021-07-12 11:52:48 SPB_IRDA JF4M  JNGFRO1, JNGFROZ,
+0200 JNGFROS, JNGFR...

Detector group
Based on data sample: /gpfs/exfellexp/SPB/202130/p900204/raw.
Release : 3.1.0-hotfixd

March 18, 2021

DT 2021-05-03 13:45:56 SPB_IRDA JF4M  JNGFRO1, JNGFRO2, JNGFRO3, JNGFRO4,  Adaptive Gain 141,142, 143
40200 JINGFROS, JNGFR

I 2021-04-19 18:42:43 SPB_IRDA JF4M  JUNGFRO1, JNGFRO2, NGFRO3, JNGFRO4,  Adaptive Gain 126, 127, 128
+0200 JNGFROS, JNGFR,

(CIIETY 2021-04-19 18:41:43 SPB_IRDA JF4M  JNGFRO1, JNGFRO2, JNGFRO3, JNGFRO4,  Adaptive Gain 115, 116, 117
40200 JINGFROS, JNGFR...
I B 0 European XFEL
IS 2021-04-19 18:39:40 SPB_IRDA JFAM  UNGFRO1, JNGFRO2, JNGFRO3, JNGFRO4,  Adaptive Gain 11,112,113

+0200 JNGFROS, JNGFR...
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I HOME ADMIN USERS MY ACCOUNT LoGgout
European
XFEL| mymdc
-
myMdC Introduction (XII) :
Application Id: Actions Proposals

1 = e b
Data Source Groups
Secret: P

mdeC RESTfUl API as Sp— T 5 /proposals/by_number/{number} Get proposal by number a8

Scopes

EEToken-based Authentication
» Oauth 2.0

I Role-Based Access Control

® ® client— 0:~ — vim maial_py.py — 92x44 integer(sintsa) Unique number of a given proposal that needs to be fetched

(path)

mmData Validation and Error Handling B ORI e

from metadata_client.metadata_client import MetadataClient

-Pag | nation and F|Ite ri ng tsgifﬁs:ry configuration variables to establish a_connection “ o

user_secre

user_email luis.maia@xfel.eu

ImRate Limiting to prevent abuse ;

metadata_web_app_url = 'https://in.xfel.eu/metadata’
token_ur in.xfel.eu/metadata/oauth/token’

AP I refresh_ur ps://in.xfel.eu/metadata/oauth/token" Curd
EmSwagger/Open M./ xror umeratora/carbantorios

curl -X GET "https://in.xfel.eu/metadata/api/proposals/by_number/900184" -H "accept: application/json; version=1" -|

. . base_api_url = 'https://in.xfel.eu/metadata/api/" Request URL
> https://in.xfel.eu/metadata/api-docs/ e

# Generate the connection
client_conn = MetadataClient(client_id=user_id,
client_secret-user_secret,

Bttps://in. /proposals/by_number/900184

Server response

Code Details

20 Response body

Metadata-client python package

token_url=token_url,

refresh_url=refresh_url,

BmyMdC official python package ccpascope;

base_api_url=base_api_url) e e e

. . N 1 1 MetadataCli t t 1_infe ( 1 t 1 b ) "def_proposal_path' "/gpfs/exfel/exp/SA3/202130/p900184/raw" ,
> https://pypi.org/project/metadata-client/ s e e gl T CORSTSET (R, : :

print(all_proposal_runs)

strument_cycle_id": 165,
principal_investigator_id":

"release_at
m_delivered_shifts": null,
m_preparation_shifts": null,

I European XFEL gpateloyy Pyttt L IEE

117 aur
"be39alefcd3Tel15h0eb0c0£91008606"



https://in.xfel.eu/metadata/api-docs/index.html
https://pypi.org/project/metadata-client/
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myLog

e W @ & Incognito

C M 23 mylog.connect.xfel.euflogin/

ZZULlp Login Signup

myLog is the new European XFEL Electronic
Logbook

BN https://mylog.connect.xfel.eu/ mylog

https://mylog.connect.xfel.eu

B myLlog is a Zulip based platform Password

Log in to Zulip

Email or username

The coolest place in the universe. 7
Login
Forgot your password? Signup

Don't have an account yet? You need to be invited to join this organization.

Help center Terms of Service Privacy policy

Powered by Zulip

L J | European XFEL
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myLog Purpose (I)
Provide a means to annotate experiment details during the beamtime, but also provides transparent
sharing of data and a robust way of communication between scientists

Foster communication and documentation between all involved parties

Easy integration of new sources of data (e.g. Karabo, DAMNIT, etc.) to leverage automatic
documentation of relevant metadata

Flexible configuration and APIs allowing myMdC to automatically manage mylLog configuration,
membership and desired configuration of data sources

L J | European XFEL

22
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® 0 ® 2 #TLAB_900397_VarunSing: X  + =
€ > C R % del. AB_900397_\ o3
2 ZULIP ITLAB_900397_VarunSingh  ©22  (no description) Q -]
= Allmessages ITLAB_900397_VarunSingh > Runs ocr23,2023  USERS Q
L] @ Recent conversations ocr2e,20 @ myMdC Bot (production)
@ Mentions [P oy ® LuisMaia
my Log Introduction (l) e o S
[y @ myMdC Bot (production) saoon | S antiten %
» DIRECT MESSAGES = THisis my second  Comelius Strohm
STREAMS A New Run no. 4, (Run Type: Test DAQ Sample: No Sample) sa0pu | © David Doblas Jimenez
© Egor Sobolev
. s Closed Run no. 4. (Run Type: Test DAQ Sample: No Sample) s S Frsooe
» Zulip - mylog CALLAD 500203 PilppSch [ wunno. st ) ey
DETLAB_900408_HazemYousef g © Huijong Han
< ZULIP [ ITLAB_900397_VarunSingh ] ¢ s o Ty AT S ]| St
/ e ——— S Johannes Moeller
. - © Konstantin Kharitonov
= All messages ITLAB_900397_VarunSingh 0CT 23, 2023 Prposi o so0%7 © Liubov Samaylova
unno. © Manuel lzquierdo
© Recent conversations s i oo
@ Mentions OCT 24, 2023 un st Tl 34303271  paaGyehtl
* & d ’ Run Type: Test DAQ v :::e: Cav:'y .
le:No Sample © Sebastian Goede
arred messages . Luis Maia 3:29PM Cammentenn” © Tommaso Mozza
< Diiis TEET  THisis my first demo post o pnenpescamps
o DIREGT MESSAGES 8= myMdC Bot (production) soom Message AITLAB_900397_VarunSingh >Runs Newtopic | Newdirectmessage | & Invite more users =
&5 Notification Bot (6] THis is my second
ol Bot
f New Run no. 4. (Run Type: Test DAQ Sample: No Sample) 3:30 PM
STREAMS BACK TO STREAMS
- q MID_900389_AndersMads...
CALLAB_900203_PhilippSchmidt [ ITLAB_900397_VarunSingh > Logbook - -
FXE_900390_Christopher Milne [Filtertopics
is Mai 3:31PM
ITLAB_900397_VarunSingh ﬁ Luis Maia .
RS This run looks really good Diamond Detectors
Logbook . 30keV
ITLAB_900397_VarunSingh > Runs
(no topic) ShortPulses
SPB_900372_RichardBean myMdC Bot (production) 3:31PM o
SPB_900376_JolantaSztuk-... Closed Run no. 4. (Run Type: Test DAQ Sample: No Sample) Test_ZYLA&NanoCube
TST_900337_Djelloul Boukh. .. . o )
Run no. 4 details: Levitation device 1

Message actions (1]

Diamond Monochromator

Closed Run no. 5. (Run Type: Test DAQ Sample: No Sample)

Laser

Run no. 5 details: Shift Summary

Proposal no. 900397

Runno.5

Run Begin: 2023-10-24 15:32:09 +0200
Run End: 2023-10-24 15:32:24 +0200
Run First Train: 94303271

Run Last Train: 94303384

Run Type: Test DAQ

Sample: No Sample

Comments: N.A.

Detector status
) Quote and reply (>) Alignment

Beam status

# Edit message (e)

+ Move messages (m) . Data Analysis 1
Messageactions |1 |y Data runs&scans

© Add emoji reaction (:) Problems

V.4

1 Mark as unread from here (U) Chat
JAN 19

= Collapse message (-) Sample status

[ Message #|TLAB_900397_VarunSingh > Runs Darks

New topic New direct message ]

B2 View read receipts

Experimental Setup

% Copy link to message

I B Y European XFEL

(no topic)
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myLog Introduction (ll)

Status: 2024-01-24 17:02:26 CET |Gl

Sizo: QB | Fies: @ [ D Cavraions: @ |

General Public Information Runs 0 Repositories Calibration Constants Publication History 4 006 o)o.
D
@ ITLAB_900397_VarunSingh 22 | (no description) -
Logbook: Preview 0! =/0
Il messages & ITLAB_900397_VarunSingh > Runs
© Recent conversations
" 3 —
Mentions
* Starred messages Search X O AlTopics v n Sort Desc (latest post first) Clear Filters
& Drafts
~ DIRECT M
& Notification Bot & ITLAB_900397_VarunSingh > Runs Runs
5 Welcome Bot 5
i myMdC Bot (production)
EAMS Closed Run (Run Type . : . o N DA 1 DDA 70
This run data is promising! $& @ Luis Maia 24 Jan 2024 17:02
& CALLAB_900203_PhilippSch... (8 )
@ FXE_900390_Christopher ... (154 T
& ITLAB_900397_VarunSingh
R Hello
uns
Closed Run (Run Type: Sample: S 2
Logbook )
(no topic) o
Run no. 5 details: Closed Run no. 5. (Run Type: Test DAQ Sample: No Sample) $ myMdC Bot (productio
@& SPB_900372_RichardBean E]
& SPB_900376_JolantaSztuk-... (18 Proposal
@ TST_900337_Djelloul Boukh... (3 Run .
Run Begin: 2023-10-24 15: Run no. 5 details: A

Run End: 2023-10-24 1
Run First Train: 94303271

Proposal no. 900397

Run no. 5

Run Begin: 2023-10-24 15:32:09 +0200
Run End: 2023-10-24 15:32:24 +0200
Run First Train: 94303271

Run Last Train: 94303384

Run Type: Test DAQ

Sample: No Sample

Comments: N.A.

Comments: N.A.

L J | European XFEL
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Data Management Basics at EUXFEL

myLog Introduction (lll)

I Posting an entry in the proposal
logbook

General Public Information Runs

Logbook:

Logbook Team

Repositories

l & ITLAB_900397_VarunSingh

7¢ O/
lo
> Runs ,0051

enl‘/y

Entry content i,
/l/lar/rdown

————— - | ]

H B I

Write

S — 66

bo gbat

oy

X C)

Markdown

© Logbook Draft autosaves

I B Y European XFEL

every 30 seco

nds, and your editor content will also

be auto saved when you |

leave this tab, but NOT if you hit your browser's Back button.
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Logbook: m Preview Post Configuration
/

myLog Introduction (IV)

[ start Run (Topic: Runs)
Stop Run (Topic: Runs)
) DAMNIT Runs (Topic: DAMNIT runs)

Configuration of sources of metadata that can post ) DAMNIT Run bl (Toic: DAVNIT o 151
automatically to the logbook

& MID_5397_ChristianGutt > Data runs&scans NOV 23, 2023

. DAMNIT 5397 & 11:13 PM
test

Run Timestamp Comment Pulses Runtype XGM intensity [uJ] Photon energy [keV] Sample Trains Raw size [TB]
1 23:05:4223/11/2023 test damnit 1 Test DAQ 1915.0964 10.0000 Eggyolk 427 0.6372

DAMNIT BOT automatic posting configured data into

& ITLAB_900397_VarunSingh > Runs

Logbook as soon as a new run is processed. myMdC Bot (production)
" Closed Run . (Run Type:
Run no. 4 details:
DAMNIT BOT automatic update entry in the Logbook Proposal
. Run
upon reprocessing of the run. Run Begin: 2023-10.24 15:30:44 40200

Run End: 2023-10-24 15:31:31 +0200

Run First Train: 94302419
Run Last Train: 94302849
Run Type:

Sample:

Comments: N.A.

myMdC Bot automatic posting into Logbook information about each run

start/stop as as soon as it starts/stops on the DAQ.
L J | European XFEL
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myLog Introduction (V)

I Sharing information from DAMNIT to myLog
= DAMNIT BOT exporting images

james3 vs. Event (run 7)

Post figure on Logbook

Stream | J
Topic

| New_topic

Logs will be printed here

Autoscale [V
Display hover annotations ||

Dynamic aspect ratio |

#E€> pQE b o5

I B Y European XFEL
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= DAMNIT BOT exporting tables

Post table on Logbook

Stream (LB i Column sel. “Selectall“ | Deselect all|

. i -~ =]
Topic \ New_topic I Run

Title: [Title input v Ti

Cancel H |v! Comment

Logs will be printed here [V Run size (TB)
v/ Trains
|| Pulse intensity

|| Pulsess

[ I XGMi

Title input 14:53
Run Timestamp Comment Run size (TB) Trains
5 21:46:46 31/08/2022 | A comment 27173 3105
6 21:52:08 31/08/2022 | Another comment 2.7330 3123
7 21:57:32 31/08/2022 | Yet another comment 2.7182 3106
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myLog Introduction (VI)

@ Sharing information from Karabo to mylLog
Bm Karabo-Gui BOT exporting images

Luis Maia & Robert Rosca, 26.01.2024

B Karabo-Gui BOT exporting_; tables

N ) e simulated_cameralscene
v X
DevicelD I simulated_camera State
E—

B (8|8

Stream | ITLAB_900363._Bharathi Vanganuru

Logbook: Preview

Topic  logbook

System Topology | Device Topoly

Tile: |<ScencPanel name=simulated_cameralscene:

Fincs 1 pev

No Status iltering,

ombreon 4 [-]% & Q& E\OT® KX

Service Mal

v X

Devicein

Hos- Seve-Glss- e |
TR wfadesst
 cppserver_1

N

&

State. ACOURING

e |

,
» ¥ Karabojalarmsend
» o karabojconfigSer{
> larabojdaemonsel
»  Jarabo/dataLoggef
» o karabojdatal ogget
/ haraboeLogger
» ¥ arabojguiserver
» ¥ Karabojmacroser|
 karsbojmacrosen
' karabojprojectDBg
 middlclayer_1
 middlelayer 2
 pythonserver_L
»  Beckhoftsm
» = DataGenerator|
+ = imageprocessa)
» = ProperyTest
+ = AutoCorrelator

-« SimulatedCar
E  pythonserver 2 ]

AU L OAOOIVOD

‘dditional Messages

2023.10.22135051. - INFO - Sucessfuly conne]
20231022 135123 INFO - Executing lot ea
2023.10.22 135133  INFO - elching available
2023.10.22 135350  INFO - etching availble

nore this Progartyfor now
Lo isprops
s

Paramet..

T e

Cancel

fer 1

I B Y European XFEL

bo_Gu...

deviceVelue

X

'un (anakkapp)

Karabo-Gui

Image: <ScenePanel name=simi

image
Click to view or download.

Additional Messages

Jo o Logbook: Preview
Stream | ITLAB_900363_Bharathi Vanganuru -
Topic |loghook -
Title:  [<ScenePanel name=MOTOR1|simpleMotorScene=

Select All | | Unselect All

Select Property &
1 v MOTOR1.deviceld
2 v MOTOR1.activeController
37 v MOTOR1.mc2.maxVelocity
4 MOTOR1.actualPosition
« I
6 MOTOR1.state

MOTORLisCWLImit

8 MOTORL.isSWLimitHigh
9 MOTOR1.swLimitHigh
10 MOTOR1.swLimitLow
11/ MOTORLisSWLimitLow
12 MOTORLisCCWLimit
7].; MOTORL.isStepDownEnabled
14 MOTOR1.stepSize
15 MOTORLIsStepUpEnabled
16/ MOTORI1 targetPosition

Cancel W@ |

i2®¢: Karabo-Gui

L

‘ Image: <ScenePanel name=simulated_camera|s

‘ Image: <ScenePanel name=simulated_camera|s

Property Value
MOTORL.deviceld 'MOTOR1'
MOTORLactiveController | 'stepcounter'
MOTORL.mc2.maxVelocity | 32767.0
MOTORL.encoderPosition | 0.0
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DAMNIT
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I Dedicated session

Hexapod Y [mm]

. . . o
B Experiment overview with DAMNIT
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002
-0.0002

<
Additional comment]
Plotting controls

Plot summary f

Plot for selects

Double-click on a cell

Hexapod Z [mm]

Hexapod U [mm]

Hexapod W [mm]

Data And Metadata iNspection Interactive Thing

Total trans.  FSSS Y [mm] Moving motors

I B Y European XFEL

Epix 2

1+] Column settings

=
-11.0000 1.000e-05 -2.000e-05 0.2565 21.9001 (maybe) timescan . . V) Proposal
V| Run
-11.0000 1.000e-05 -2.000e-05 0.2565 -6.9005 dscan: PPL_PHASE_SHIFTER . . V| Timestamp
B
-11.0000 1.000e-05 -2.000e-05 ¥ -6.9004 v/ Comment
| amore-proto
-11.0000 1.000e-05 -2.000e-05 1 -6.9004
Epix 2 vs. Event (run 94)
-11.0000 1.000e-05 -2.000e-05 1 -6.9004 i
11,0000 1.0006-05 2.000e-05 1 6.9004 45 Drag these columns to reorder them:
T6
-11.0000 1.000e-05 -2.000e-05 1 -6.9004 4.0 o
= R - Beam splitter pos. [mm]
3 i Proc size [T8]
XGM intensity [uJ] vs. Run
°
V| FSSS Y [mm]
AR 3 L V) m
[y ﬁ 25 VI Moving motors
800 g

= V! Epix 1

2 4 °

2 g & 20 v epin2

3 600 P s

g V! Epix 3

£ 15

€ v Epix 4

z °

2 300 400 V! Seeded beam spectrum bandwidth in eV

Event (run 94)
= Autoscale [y |1 04/04/2023
Display hover annotations
0 50 100 150 200 250 300
Run x=25.y=48. | vs.| XGM intensity [u]]
[2.471
Autoscale V
Display hover annotations
& b D HO =M

Histogram
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Sto rag e a n d co m p uti n g ( I) See for more details: https://iopscience.iop.org/article/10.1088/1742-6596/898/6/062049
Schenefeld DESY Data Center
Con o7rs (one s -
+ Cache » Performance

I Data is collected at the instrument into the ‘Online Storage’ e e b0

B Used for online data analysis/preview during/immediately after s oo ) RO )
data acquisition iEBack @ Edit + Add another m

General  Public Information ~ Runs  Logbook  Team | Repositories @) | Calibration Constants ~ Publication  History

Repositories

I If data is assessed as ‘good’ or ‘unclear’ it is moved to the the
‘Offline Storage’ accessible from Maxwell
B Used for offline calibration and data analysis

: @I | Dark Caliorations: @

ailable.

(see) oquny unyy
dnoup eleq
fueno uny

2 3SVS 10} QU0 §4d TIAX.
00 AS30 Ul E12q MeY 2uoEDP

@ High capacity mass storage (dCache) accessible from Maxwell
BE  Mid term storage for the raw data
B Interface to the tape archive

0159 raw_e0001_n0159 Good
I . O E XFEL

1 3SVS 10} SUIUO MeY S TIAX.

130 ISV 10} SUIUO §3dD TIAX.

;
3
E]
3
:
:
i



https://iopscience.iop.org/article/10.1088/1742-6596/898/6/062049
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Storage and computing (ll)

EuXFEL experiment data is stored under

/gpfs/exfel/exp/S{INSTRUMENT}/${CYCLE}/p${PROPOSAL_ID}/

Every proposal has these four sub-directories:

Storage Quota Permission Comments
raw None Read Fast accessible raw data
usr 5TB Read/Write User data, results - synced between online/offline storage
proc None Read Facility processed data e.g. calibrated data
scratch None Read/Write Temporary data

L J | European XFEL
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What is Maxwell?
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The Maxwell Cluster is a resource dedicated to parallel and multi-threaded application
B The cluster is managed by SLURM scheduler.

Maxwell Cluster is a shared resource that incorporates resources for Photon Science data analysis
from CFEL, CSSB, Petra4, EuXFEL, etc.
B EuXFEL owns ~50% of the Hardware (455/931 nodes)

European

Role:

normal user 2

Dashboard

New Proposal

Proposals

Edit profile
Mailing lists

Logout

XFEL USER PORTAL TO THE EUROPEAN XFEL

Mailing lists

You can subscribe to mailing lists here just in one click. Your email luls.maia@xfel.eu will be used for the subscription.

o i eu - XFEL data lysi: lated topics

Subscribers to this mailing list will get email announcements about: updates to the European XFEL Scientific Data Policy; availability of the data
analysis infrastructure (e.g. Maxwell Cluster, GPFS file system); availability of new software packages for data analysis; data calibration; any
other topics relevant to the analysis of data collected at the European XFEL.

© user.events@xfel.eu - European XFEL user event announcements

of and i to this mailing list will receive email announcements about the annual European
XFEL Users’ Meeting, as well as and related to our
eu - Pt XFEL user seminar announcements

Announcements of science seminars. Subscribers to this mailing list will receive email announcements related to (online) science seminars
organized by European XFEL.

© - Already subscribed; © - Not subscribed yet; @ - Subscription status unknown;

See for more details: https://in.xfel.eu/upex/user/mailinglist
European XFEL

The entire cluster is managed by SLURM scheduler. Different rules apply to different partitions. See Partitions and Access pages for details.

« To get started, please have a look at the Getting Started page!
« The Compute infrastructure page provides a list of currently available nodes & configurations.
« The Partitions page provides a quick overview of the nodes, capacities, features and limits of the individual partitions.

Read the documentation! It should cover at least the essentials. If you come across incorrect or outdated information: please let us know!

@ Contact
For any questions, problems, suggestions please contact our ticket system: maxwell.service@desy.de

All Announcements will be sent via maxwell-user@desy.de.

We gly r 1d that all subscribe to the mailing list. Only user of the maxcpu partition are automatically added.

Subscribe: https://lists.desy.de/sympalinfoll Il-user

See for more details: https://confluence.desy.de/display/MXW/Compute+Infrastructure
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Accessing Maxwell — FastX ()

[ ] 9% SSH | FastX X +

= C M 23 exflgateway.desy.de:3389/auth/ssh/

Login at https://max-exfl-display.desy.de:3389
with your Campus account

B Accessible from outside the DESY/EuXFEL network
News: 2nd-factor authentication required from
30.01.2024!

BN 2 ’shared node’ used by multiple users

B Suitable for:

Job submissions to SLURM ‘

SBATCH or SALLOC

Short/low intensity compute jobs

Code compilations (if it's not using all cores)
Programs requiring GUI/GPU acceleration Fast and Secure Gonnections to your Linux omered by Faci B a1

= Not suitable for: —

Long-running/intense workloads like simulation
or analysis. SLURM should be used instead.

P rreeneen o

Manage private keys

Other

Admin Login

See for more details: https://confluence.desy.de/display/MXW/FastX+on+Display+nodes

L J | European XFEL
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Accessing Maxwell — FastX (ll)

After login

B Create a new session

B Select for a virtual desktop, or
for a terminal session
» Session is kept, consider doing kinit

Bookmarks Command

Filter Bookmarks & System ~

RFCE

XFCE

L J | European XFEL
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C @ % max-exfl-display.desy.de:3389/client/connect;id=59e51c3d22681372203625f... Y
“wi# Applications ° [@ Terminal - maial@max-...

g

S|
-] Terminal - maial@max-exfl-display001:~

File Edit View Terminal Tabs Help
- [maial@max-exfl-display@0l ~1$ I

File System

¢ @ 06 @3 O

oe :

07:34 | Luis Maia
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Accessing Maxwell — JupyterHub (I)

Login at https://max-jhub.desy.de with your Campus

account
Bl Accessible from outside the DESY/EuXFEL network
News: 2nd-factor authentication required from
30.01.2024!
B Easiest way to run and access Jupyter on Maxwell
B Provides graphical interface to allocating a node via slurm
B When using shared nodes
Shared nodes have a max allocation time of 7 days
Dedicated nodes have a max allocation time of 8 hours
I If a dedicated node is picked it can be suitable for intense
computation
EuXFEL users should use partitions: jhub
Usage of upex and allcpu should be only used for

intensive jobs

L J | European XFEL

23 max-jhub.desy.de/hub/... G=

Username:

Password:
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Accessing Maxwell — JupyterHub (ll)

I Select allocation options and start session

) Home Token Documentation Maxwell wiki maial

Sa

0 Maxwell Jupyter Job Options

laxwell partitions

© Python Version

© Launch modus

JupyterLab v

ofNodes [1 |

© Constraints [

O
Partition # nodes #avail # GPUs #P100 #V100
jhub 8 69/240 0 0 0 0
allcpu 598 483 0 0 0 0
aligpu 188 102 102 49 22 27
cfel 19 19 5 0 1 4
cssb 8 6 0 0 0 0
exfel 438 309 17 14 1 2
maxcpu 126 103 0 0 0 0
maxgpu 88 37 37 16 17 4
mpaj 4 3 3 0 0 3
petrad 62 56 0 0 0 0
ps 36 7 7 7 0 0
psx 26 10 6 6 0 0
uke 16 16 0 0 0 0
upex 438 309 17 14 1 2

last updated: 19/01/2024 07:48:01

I B Y European XFEL

® Logout
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File Edit

-/

Name -

B cal_db_int...

m Desktop
Documents
Downloads
GPFS
Music
nbremote
Notebooks
perl5

Pictures
| Public

m Templates
B Videos

O icalibratio...

[ jupyterhub...
O jupyterhub...

[ testing_m...
[/ Untitled.ip...

Simple

View Run

Kernel  Git

* c ¢

Last Modified
3 years ago

2 years ago

2 years ago

2 years ago

5 years ago

2 years ago

4 years ago
4 years ago
6 years ago

2 years ago

2 years ago

2 years ago

2 years ago

3 years ago
3 months ago
seconds ago
3 years ago

3 months ago

o=1c0 <

Tabs Settings Help

& Launcher

Mem: 197.43 MB

IE' Notebook

Python 3.9

noise2inverse

Rapids

xfel (202302)
u Console

Python 3.9

&

Astra-Toolbox

e

&S

Spyder

xfel (202401)

&

Astra-Toolbox

Tensorflow

xfel (current)

Bash

Geometry
Powder

O

Pytorch

~
Y4

Tomopy

xfel (Python
37)

Geometry

y

Holoviews

Qiskit

xfel (202301;
Python 3.9)

Holoviews

Launcher
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Accessing Maxwell — JupyterHub (lll)

=) (] + c B fish /home/roscar b 4
Logout and Troubleshooting a

11 | grep
™/ tmp/ W 1 jupyterhub_slurmspawner_9556681.1log
LW jupyterhub_slurmspawner_9785405.1og
q Name - Last Modified W Jjupyterhub_slurmspawner_9853711.1og
@ send-event.py 2 months ago S J_unytelauz_SiurmSPawner_:gZzs:-109
LW jupyterhub_slurmspawner_ .log
Z | File | Edit View Run Kemel Tabs Settings Help = W 24 2 jupyterhub_slurmspawner_9879018.1og
- New incher
New Launcher Ctri+Shift+L []
Open from Path... *
o tmp
p E] Notebook
| close autavs e e e e XFEL XFEL|
Python 3 HoloViews pytorch-1.9 tf-gpu-2.4 xfel (Python 3.7) xfel-1.1.0
» (ipykemel) (Deprecated)
......
XFEL
xiel-beta

! Console
Export Notebook As.

Save Current Workspace As P P P ? ( .

Save Current Workspace XFEL. XFEL
Python 3 HoloViews pytorch-1.9 t-gpu-2.4 xfel (Python 3.7) xfel-1.1.0
(ipykemel) (Deprecated)

Hub Control Panel

Log Out

BN Troubleshooting issues?
» The Jupyter server running in the background writes
its logs to your home directory

= Shut down your server on the
= Log Out option on menu

L J | European XFEL
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Accessing Maxwell — SSH/Non-Graphical (l)

SSH to max-exfl-display.desy.de with your Campus account
ssh $USER@max-exfl-display.desy.de

B Accessible from outside the DESY/EuXFEL network
News: 2nd-factor authentication required from 30.01.2024!
I ’shared node’ used by multiple users.

maial@exf lqr47437 metadata_catalog ¥ ssh maial@max-exf l-display.desy.de

H . Last login: Fri Jan 19 83:34:47 2024 from bl15-73-117.dsl.telepac.pt
- SUItabIe for' [[maial@max-exf |-displayBal ~]$
JOb SmeiSSionS tO SLU RM [[maial@max-exf |-displaydel ~]$

[maial@max-exf [-displaydal ~]$

SBATCH or SALLOC
Short/low intensity compute jobs
Code compilations (if it's not using all cores)
Programs requiring GUI/GPU acceleration
B Not suitable for:
Long-running/intense workloads like simulation or
analysis. SLURM should be used instead.

L J | European XFEL
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2nd-factor authentication for users

2"d factor authentication mandatory on Maxwell from 30.01.2024 onwards
I Restriction applies to all scientific users
» Documentation and instructions available at:
* https://it.desy.de/services/mfa/naf _maxwell/index eng.html (password protected)
» Where can users setup their TOTP?
» passwd.desy.de

More information on the “News and data highlights” session!

L J | European XFEL
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Overview

UPEX

myMdC

myLog

DAMNIT

Storage and Computing
Maxwell

» FastX (Remote Desktop)
» JupyterHub

» SSH

Remote Access to the Facility
= Experiment
= Data Analysis
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B SLURM and Jobs
» Sbatch
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Remote access to the facility

" Use cases:
B Data Analysis
B Experiments

I B Y European XFEL

Luis Maia & Robert Rosca, 26.01.2024
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Remote access for Offline Resources — Data Analysis (I)

Requirements to connect using FastX or SSH to Online Resources
B8 Membership of an experiment team
» Access is granted for periods of one year
* From beamtime end until expected embargo period
» Access is granted for new proposals after Arrival form submission

Access is granted for:
B Maxwell data analysis facility

L J | European XFEL
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Remote access for Offline Resources — Data Analysis (ll)

e

\.

(

Internet

)
)

L

e

See for more details: https://confluence.desy.de/display/MXW/Interactive+Login

L J | European XFEL

\.

\
(max-exfl-display.desy.de)
J
FastX
(https://max-exfl-
display.desy.de:3389)
\

Max-JHub

(https://max-jhub.desy.de)

J

No access to other internal
Networks

Slurm
Command

(e.g. sbatch, srun, salloc)

Maxwell
Internally via Slurm. Dedicated D e d | Cate d

node if partition that is not JHUB
Node
(e.g. max-exfl097)


https://max-exfl-display.desy.de:3389/
https://max-exfl-display.desy.de:3389/
https://max-jhub.desy.de/
https://confluence.desy.de/display/MXW/Interactive+Login
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Remote access for Online Resources — experiment ()

Requirements to connect using FastX or SSH to Online Resources

I Membership of the active experiment team

B Login to beamtime dedicated gateway is configured on a request
» from the Pl/local contact or team member

Access is granted for:
B Maxwell data analysis facility
B Specific services at the instrument Online Cluster
» Location (Instrument) and time-related (beamtime)
» Online analysis cluster with access to data
» Karabo control system using a dedicated read-only Karabo GUI server
 Alternatively, the proposal dedicated Zoom room can be used

L J | European XFEL
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Remote access for Online Resources — experiment (ll)

Internet

\
Remote
max-exfl-display003.desy.de
max-exfl-display004.desy.de
J

See for more details: https://confluence.desy.de/display/MXW/Interactive+Login

L J | European XFEL
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Allocating Resources

Allocating Nodes and Submitting SLURM Jobs

L J | European XFEL
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See for more details: https://confluence.desy.de/display/MXW/Jobs

SLURM and Jobs

Maxwell uses the slurm scheduler

When you connect via fastx/ssh you are on a shared node
Shared nodes are not suitable for large loads

You should use an allocated node for data analysis tasks

Three main ways to run jobs:
sbatch - submit a job via a ‘batch’ script
salloc - allocate a node for interactive use
srun - submit a job via command line arguments

L J | European XFEL
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See for more details: https://confluence.desy.de/display/MXW/Running+batch+jobs
https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/offline/#examples

SLURM and Jobs - sbatch

Submits a ‘batch’ (script) file to slurm

Non-blocking - after submission you can close the SSH session or carry on with other tasks
Slurm queues/allocates the requested resources

Script is executed

Once the script finishes or time expires, allocation is released

Use cases:
Computationally intense work
Multi-node workflows
Short to long-length analysis - seconds to days

Preferred way of running jobs on Maxwell

L J | European XFEL
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See for more details: https://confluence.desy.de/display/MXW/Running+batch+jobs
https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/offline/#examples

SLURM and Jobs - sbatch

=  Offline Analysis (Maxwell) Q Q Git

Examples

If you can define your job in a script, you can submit it like this:
sbatch -p upex -t 8:00:00 myscript.sh

o -p specifies the 'partition’ to use. External users should use upex, while EUXFEL staff use exfel.

e -t specifies a time limit: 8:00:60 means 8 hours. If your job doesn't finish in this time, it will be killed. The default is 1 hour,
and the maximum is 2 weeks.

e Your script should start with a 'shebang/, a line like #!/usr/bin/bash pointing to the interpreter it should runin, e.g:

#! /usr/bin/bash

echo "Job started at S(date) on $(hostname)"

# To use the 'module' command, source this script first:
source /usr/share/Modules/init/bash

module load exfel exfel-python

python -c "print(9 * 6)"

L J | European XFEL
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See for more details: https://confluence.desy.de/display/MXW/Jobs

SLURM and Jobs -salloc

Allocates a node in the background which can have commands sent to it interactively
Semi-blocking - new shell is spawned after allocation, exiting shell releases the allocation
Slurm queues/allocates the requested node
Slurm echos the node hostname
Once the shell is exited or the time elapses, allocation is released
Use cases:
Interactive development - executing srun on the allocation, or an interactive shell session
Medium-length analysis - minutes to hours
Only recommended for short periods of interactive analysis/development

salloc means that resources are blocked even when idle, wasting compute resources

Only use when unavoidable - stick to srun/sbatch when possible

L J | European XFEL
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See for more details: https://confluence.desy.de/display/MXW/Jobs

SLURM and Jobs - Misc

If requested by local contact*, proposals can have a number of nodes reserved Maxwell:
Check your reservations with scontrol show res
Specify your reservation with --reservation=upex_ 00PPPP (where PPPP is the proposal number) or
equivalent sbatch comment
Proposal reservation only available during beamtime

Partitions available on Maxwell for slurm: https://confluence.desy.de/display/MXW/Partitions

Check the list of useful commands: https://confluence.desy.de/display/MXW/Useful+commands

Slurm quick-start guide: https://slurm.schedmd.com/quickstart.html

* soon per-proposal reservations will be specified in the DMP

L J | European XFEL
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Data

Where To Read Data From, What It Contains, and Where To Save Results

L J | European XFEL
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https://extra-data.readthedocs.io/en/latest/data format.html
https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/data-files/

Data

The Offline Analysis talk will go into more details on this

EuXFEL data is saved as HDF5 files, with a specific internal and external structure
‘Internal’ meaning the structure within the HDF5 files
‘External’ meaning the name of the files and the directory they are in
Details in following talk and User Documentation/Data Files

If you want to play around with the data and our tools before your beamtime to develop your data
analysis look in /gpfs/exfel/exp/XMPL/201750/

This contains open, example data, which is used in the tutorial notebooks for EXtra-data

L J | European XFEL
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Software

How to Use the Environment Module System to Load Software

L J | European XFEL
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https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/offline/#available-software

https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/software/#module-system
https://modules.readthedocs.io/en/latest/cookbook.html

Module System

Environment Modules are used on Maxwell to allow modification of what software is available
Lets you load different versions of software as required

A large amount of software is provided by both DESY and EuXFEL.:
DESY: https://confluence.desy.de/display/IS/Alphabetical+List+of+Packages
XFEL: https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/software.htmi

Basics are:
module avalil - list the available modules
module load X - load a module, and any of its dependencies
module list - list the loaded modules

xwhich - searches through modules for an executable (e.g. xwhich python lists modules that provide
python)

L J | European XFEL
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https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/offline/#available-software

https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/software/#module-system
https://modules.readthedocs.io/en/latest/cookbook.html

Module System - EUXFEL Software

To use the software provided by EuXFEL:
module load exfel - enables the EUXFEL group of modules

module avail - list all available modules, EuUXFEL ones are under the category
/gpfs/exfel/sw/software/xfel _modules

xwhich - now that EuXFEL modules are loaded, xwhich will search them for executables

We provide an exfel-python module which loads a conda environment containing ‘essential’ packages
To improve reproducibility, a new version of this environment is created per-cycle
To load the current cycle environment run module load exfel exfel-python
At the start of a new cycle, the previous environment is no longer modified
Versions accessible with a forward slash, e.g. exfel-python/202301

When using Max-JHub an xfel kernel will automatically be available which uses this environment

L J | European XFEL
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Module System - EUXFEL Software

L J | European XFEL
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EuXFEL Software - Docs, Specifications, and Versioning

Specifications for software/environments provided by EuXFEL are stored in a repository on GitHub
B8 URL: https://github.com/European-XFEL/environments

Documentation page built from this repository

B URL: https://european-xfel.github.io/environments/

I Contains information on using our environments and creating your own
B Shows what packages/versions are available

Environments are defined per cycle:

B Each cycle gets a new Conda environment

B Major updates performed only when a new environment is created

B8 Environment specifications and lock files stored in the git repo

B Major changes and contents of environment available on docs pages (e.g. 202401 Environment)
I Zenodo record available for environments to make citation easy -

L J | European XFEL
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Resources
EuXFEL and DESY, have large amounts of documentation on many key topics
If anything is missing or if there’s anything you’d like please contact us with suggestions

EuXFEL Services - https://in.xfel.eu/
User Portal - https://in.xfel.eu/upex/home/user
MyMdC - https://in.xfel.eu/metadata

EuXFEL Data Analysis Docs - https://rtd.xfel.eu/docs/data-analysis-user-documentation/en/latest/
EXtra-data - https://extra-data.readthedocs.io/en/latest/
EXtra-geom - https://extra-geom.readthedocs.io/en/latest/
EXtra-foam - https://extra-foam.readthedocs.io/en/latest/
EXtra-metro - https://desy.de/~schmidtp/metropc-docs/

DESY Maxwell Docs - https://confluence.desy.de/display/MXW/Documentation
More in-depth intro (but from a few years ago, some details have changed) -
https://indico.desy.de/event/20263/attachments/24956/31645/Using_Maxwell.pdf
DESY Computing How-Tos - https://confluence.desy.de/display/|S/How-to+articles

L J | European XFEL

61


https://in.xfel.eu/
https://in.xfel.eu/upex/home/user
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https://extra-data.readthedocs.io/en/latest/
https://extra-geom.readthedocs.io/en/latest/
https://extra-foam.readthedocs.io/en/latest/
https://desy.de/~schmidtp/metropc-docs/
https://confluence.desy.de/display/MXW/Documentation
https://indico.desy.de/event/20263/attachments/24956/31645/Using_Maxwell.pdf
https://confluence.desy.de/display/IS/How-to+articles
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Thank you!

Questions?
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Spare Slides
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Overview (l)
Landscape of Services

DataCite . ’
Tind.io
Booked (DOI)
Zoom
[
CalCat
Data Processing /
Services
DAQ
(Karabo)
Globus / FTP
VISA
Trainings Surveys

I B Y European XFEL

Scientific Data
Policy

Data
Management
Plan
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myMdC Purpose (ll)

Main feature is to integrate and orchestrate different systems and services
Proposal authorisation, team administration

Proposals access to real data, data audit and reconciliation

Proposal Run types and Samples

Proposal workflow and notifications

Run management activities (quality assessment, calibration request, describe runs)
Repositories management

DataCite (DOI) management

Experimental techniques

Access data with Globus

Integration with myLog

Zoom for remote control room

Technical Integrations (e.g. RESTful)

L J | European XFEL
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myMdC Introduction (IV)

I Proposal “General” information

I B Y European XFEL

Luis Maia & Robert Rosca, 26.01.2024

Proposal no. 700000
S 21 1082180 GEF [ @] €] - CommTIEED | - 2 |
L S

AT W cione | + Addanother | i Runs | Beamtime status -

General | Public Information ~ Runs ~ Logbook  Team  Repositories @E))  Calibration Constants  Publication  History ]

General

: Example Data
URL: /metadata/proposals/30
Abstract: The European XFEL (EUXFEL)

proposal contains d from
diff particle imagir

el (SFX).
(S8AXS) and X-ray photon correlation speciroscopy (XPCS).
Proposal Folder: p700000

Logbook Identifier: —
Auto assign Run Quality: To be evaluated manually

Auto asz

g0 Bun Quaity -
Preterred data output: Raw
Proposal Last Run: 128
Instrument: Example Data
Instrument Cycle: XMPL: 201750 (starts: 2017-01-01 00:00:00 +0100, ends: 2019-12-31 23:59:50 +0100)
Principal Investigator: Luca Gelisio
Main Proposer: Fabio Dall‘Antonia
Local Contact: -
Start date: 2017-11-08 00:00:00 40100

End date: 2017-12-31 23:59:50 40100
Expected end of Embargo: 2018-01-01 00:00:00 +0100
Open data since: 2022-10-27 11:24:32 +0200

open data?: Yes

Cloneable Statiz +

Beamtime status: Ready

Available: Yes
Proposal system: Example
Deseription: The European XFEL (EUXFEL)

proposal contains

seial (SFX).
(SAXS) and X-ray photon correlation spectroscopy (XPCS).
Created by: System
Creation date: 2017-11-08 13:49:30 +0100
Modified by: Fabio Dall'Antonia
Last modification date: 2023-03-17 10:47:33 +0100

from
particle imaging. SP). X-ray po

Important information:

M Proposal path

@ Relevant Dates

[  Data Output configurations

ently covering the techniques of
ction, small-angle X-ray scattering

Proposal Technique & Link

| Proposal Run types Q ‘\I Proposal Samples
« [20001): AGIPD o Water
« (20005]: Calibration - Dark HG * Lysozyme (201804 small crystals)
« (20007]: Calibration - Dark LG « Lithium Titanate
« [20006]: Calibration - Dark MG « NoSample
« (20003 Configuration Tests « Lysozyme
« [20014]: Dark « Silica 50nm
« [20008]: Difraction * Vycor
* [£0010]: Diffraction data * Sucrose Solution 3% viv
* [0004]: General « Potassium hexacyanoferrate(l trinydrate
* (20002): Sampie « Cufail
(20016}: SAXS 500kHz // no pump laser * Xenon
. « 2:Co8_pt14_8fold - 30nm Pt cap
« 1-Col0_Pt 6fold
20MLs - b
NI75-11 MLs-b
Bolometer

smtime status -

conerent diffraction imaging

serial femtosecond crystasography
small angle x-ray scattering

x-ray photon comelation spectroscopy
x-ray powder diffraction
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Schenefeld DESY Data Center
Storage and computing  Onine GPFS |  Oftine GPFs |
+ Cache » Performance « Capacity » Safety

I Data is collected at the instrument into the ‘Online Storage’
Bm Data on the ‘Online Storage’ is only accessible via the
‘Online Cluster’
Bl Several nodes are dedicated for an active experiment
W Used for online data analysis/preview during/immediately

after data aCQUISItlon Proposal no. 004316
Status: 2024-01-25 0006:05 CET Size: G [0 | Fies: @D | Dar Calbratons: ©@ |
. . , . . . EBack @ Edit + Add another ‘ﬁ“ﬁ‘

@ If data is assessed as ‘good’ or ‘unclear’ it is moved to the the coma mbtcwomsion  frs logboke Ton | Foostons @D Coloton Gt ot ity

‘Offline Storage’ accessible from Maxwell

B Used for offline calibration and data analysis

B® Hundreds of nodes within the Maxwell cluster

H g z i 3 3 i i 8

I High capacity mass storage (dCache) accessible from Maxwell i ! ! ; g

mm  Mid term storage for the raw data : J i f : :

BN Interface to the tape archive

0159 raw_e0001_n0159 Good
I . O E XFEL
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Schenefeld ‘ DESY Data Center
)  Onine GPFs |  Oftne GPFS |
Storage and computing o e - Cacatis o

1 Data is collected at the instrument into the ‘Online Storage’
B Data on the ‘Online Storage’ is only accessible via the ‘Online Cluster’
I Several nodes are dedicated for an active experiment
I Used for online data analysis/preview during/immediately after data acquisition

1 If data is assessed as ‘good’ or ‘unclear’ it is moved to the the ‘Offline Storage’ accessible from Maxwell
B Used for offline calibration and data analysis , ,
8 Hundreds of nodes within the Maxwell cluster i r i i F § E

. ‘

!
i

|

- -
o

l

" High capacity mass storage (dCache) accessible from Maxwell |
B Mid term storage for the raw data
I Interface to the tape archive
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What is Maxwell?

Luis Maia & Robert Rosca, 26.01.2024

The Maxwell Cluster is the computing platform at DESY (Hamburg) for Photon Science data analysis,
GPU accelerated computations (Al), High Performance Computing and scientific computing in general.

The cluster serves myriads of applications and scientific fields.

Compute Hardware
CPU+GPU nodes

Total number of cores with
hyperthreading

Total number of PHYSICAL cores

Theoretical CPU peak
performance

Total RAM
GPU nodes
Total number of GPUs

Theoretical GPU peak
performance

Total peak performance

L J | European XFEL

798

61696

30898

1074 TFlops

420TB
180
379

2330 TFlops

3404 TFlops'

Infiniband Hardware

root switches

top switches

leaf switches

IB cables (#)

IB cables (length)

See for more details: https://confluence.desy.de/display/MXW/Compute+infrastructure

12

42

>1432

>7.6km

GPFS exfel

GPFS petra3

BeeGFS desy

BeeGFS cssb

Storage

~40 PB

~20 PB

1.5PB

3.2PB
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