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OUTLINE: FROM THE EXPERIMENT PREPARATION TO THE PUBLICATION

— Experiment preparation: sample tracking, experiment setup, sample metadata
— Tailored display: beamline, techniques

— ESRFET ontology

— DracBot: Al assistant

— Logbook/Notebook

— Invoicing, statistics

— DOls

— Domain Portals

— Other ongoing & upcoming topics

i
......
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EXPERIMENT PREPARATION: SAMPLE TRACKING

Improvement of sample tracking (on-site parcel tracking), across all beamlines.

Parcels processed by ESRF stores

7 7 60 -
Transport organisation

Transport documents: All parcels sent to ESRF must have the ESRF label, the forwarder label and the proforma attached. The same documents required for the parcel’s return must be put inside the parcel.

50 -
Transport (of samples only) paid by the ESRF

| will prepare the transport documents using the ESRF's forwarder account, and ESRF will organise the return using the return documents | prepared.

Transport paid by the User

Number of parcels
8

© | will prepare the transport documents using my forwarder account, and ESRF will organise the return using the return documents | prepared (daily pickups from ESRF exist for FEDEX, DHL express, UPS).
| will prepare the transport documents using my forwarder account, and | will organise the return directly with the fowarder (if not FEDEX, DHL express, UPS).

30

201

New sample transport organization section

T T T T T
Sept 25 Oct 25 Nov 25 Dec 25 Jan 26
Month

Parcel status

& SENTBACKTO USER

2 - =
| (2 CREATED @& SCHEDULED = & SENT p B LT N (GLla | g BEAMLNE - @ BACKINSTORES | @ ONHOLD

© DESTROYED

ESRF Stores

71 avenue des Martyrs
38000 GRENOBLE
FRAI

Parcel status

Session date  27/10/2025

Local contact Max NANAO

= = o — ESREF stores are better organized and

Principal Investigator Max NANAO

e N L abels standardized.

Dewar name maxtest DewarID 18223656

— Reduces loss or misplacement of parcels

A - — ISPyB sample tracking will be stopped in

Sample

Planned pickup date  n/a

i ‘1]10!1’0
sy 0" March
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EXPERIMENT PREPARATION: EXPERIMENT SETUP

Experiment and processing plan managed in the Data Portal, configurable per beamline

Edit puck_1

Name * Type * Edit pUCk_l

puck_1 UNIPUCK v

Name * Type *
® Processing Plan v

= Macromolecular X-ray puck 1 UNIPUCK v
Fullscreen [}
S i crystallography

(@ Processing Plan A
Ttem jent
Type Shortname @ Name@ Description Comments | Number of positions @ | Collect second high dose | High dose factor | Force Space Group @ | Unit cell @ Req
1 sampie uri urin ——
2 sampie i uri2
3 sampLe uri uria
@ autoPROC
4 sampLe uri uria
s sampLe ur uris
6 | SAMPLE uri uri6 EDNA_proc
7 sampLe uii uri
8 | SAMPLE uri uris @ XxiA2_DIALS
9 sampLe uri uris
10 saMpLe uri urito
1 sampLe uri urin
12 sampLe ui urinz Fullscre o
13 sampLe ur urits
14 SAMPLE uri urita Same values have same color.
15 sampLe ui urins . .
rocessiny
16 SAMPLE uri uri16 e i
Type Short name@ Name@ Description | Comments th models@ | Smiles@ Cutoffs@ | ForceSG@ Unitcell@ SAD@ Reference reflection UniProtiDs @
1 SAMPLE uri uri1
NOTE: The short names of the samples are synchronized from the User Portal and are only available after the samples have been declared on a submitted A Form and have been evaluated by the
safety group. 2 SAMPLE uri uri2
Experiment plan s s
save
il 4 SAMPLE Uri uria
5  SAMPLE ur uris
SAMP 6
. 6  SAMPLE ur urie
7 SAMPLE un uri7
SAMP d 8
T s swme U ure
MPY i i
Sumported formats: SV, XLS XL5X 9 SAMPLE ur urie
oo shoukd maichtetable below. Yo candowri te templte il o il nthe et 10 SAMPLE uri urito
T ——
11 SAMPLE un urit1
Same values hav same coor. 13 SAMPLE ur uri13
Container rem T S sic = T
Type  Name  Gridposition@ Tye Shortname@  Name@ Description Comments Clipped@  Typeofgrid  Typeofgridifother Meshsize Meshsizeif other if other ° Defocus range -
2 Bt 2 sampLe 805.CmRNA ssu2 e+ Quantifol 300 u 15 SAMPLE un uUri1s
sox
SAMP i i16
3 Box1 3 SAMPLE 80S-GmRNA SSU-3. True Quantifoil 300 2n 16 SAl LE ur uri1e
sox
. wa 1 sapie Mmazeribo w1 e+ quanifoi 00 2
sox
s B2 2 sampLe Mmazeribo w2 Twe - Quantifol 300 an NOTE: The short names of the samples are synchronized from the User Portal and are only available after the samples have been deciared on a submitied A Form and have been evaluated by the
sox
. sos-coz 1 sameLe AsH305 Asta Te + Quanifol 300 o safety group.
sox
7 Box3-CM02 2 SAMPLE ASH-J-305 ASH2 True Quantifoil 300 2N
s0x
s socHoz 3 sameLe As30s Ast3 Tve - Quantifol 300 2 .
Processin lan (MX
9 Box3-CM02 4 SAMPLE ASH-J-305 ASH-4 True Quantifoil 300 2N
sox
o
"
2
5
i

Cryo-electron microscopy
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EXPERIMENT PREPARATION: EXPERIMENT SETUP

Configure and set up the sample changer Information synchronized in the data acquisition
via the Data Portal system MXCuBE

Parcels ID30A-1 sample changer
MX-2688 ID30A-1 071225 SLU MXCUBE:Webl(0S0)
SO Select a session
Fiter
cps-5271
3 Active (1)~ Scheduled (8)  Other beamlines (0)
©
~ [} Beanline Title Start End Portal User Logbook
=5 MX-2738  ID30A-1  Swiss consortium in macromolecular X-ray crystallography structure 07-02:2026 003000 08022026 010000 & &
. -y determination for academic researchers: EPFL, UNIL, UNIGE, Zurich and SLS,
oo” % (ux 208 103041 071: @ Fx23  ID0A1  MXpress f 7 003000 06-02-2026 17.
Ps-5272 . g press for GSK 06:02:2026 093000 06-02-2026 170000
51 . e ery ¥ MX-2695  ID30A1  MX-2605 30-01-2026 162333 -
“ ZEREas L CRs BLC-16789 ID30A-1 BLC-16789 30-01-2026 093614 -
— FX23  ID30A1  MXpress for GSK 20.01-2026 003000 30-01-2026 170000
@28 30.01-2026 144500 30-01-2026 221500
X IH-MX-602 ID30A-1 ~ crystal structure determination of metalloproteins 29-01-2026 050000 30-01-2026 233000
cps-5273 FX-99  ID30A-1 MailIn SB data collection - Astra Therapeutics 20012006 170000 20.01-2026 0L
5 20.01-2026 095000 20-01-2026 175000
© BLC-16803 ID30A-1  simulated data collections 16-01-2026 050000 31-01-2026 233000
DLS-606
42 Sign out
©
Samples
i Getsamples from DRAC | ~ + Create new sample 1 Clear sample list 88 Table View ~ Filter :
Code : Puckl Puck5 [1 =
s01
1 ¢ e 8 O Tryp-Trypl
502
O  Tryp-Tryp2
503 |

[ Thau-Thau

— Data collection is guided by the predefined parameters g

— Analysis is performed according to user-defined processing

: Oscarsson, M. et al. 2019. “MXCuBE2: The Dawn of
Strateg Ies MXCuBE Collaboration.” Journal of Synchrotron
Radiation 26 (Pt 2): 393—405.
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https://doi.org/10.1107/S1600577519001267
https://doi.org/10.1107/S1600577519001267
https://doi.org/10.1107/S1600577519001267

. METADATA-DRIVEN EXPERIMENT SUMMARY

From detailed experiment metadata => clear, concise summaries for easy access and review

Show progress in data processing

Could be extended to other techniques

Reset color scale to defaults

Selected statistics: Inner Compl.

50 90

Analyzed: 88 Collected: 64 Autoprocessed: 56

v 0000000000000000
s @000000000000000
s 0000000000000000
o OO00000000000000
oo ©000000000000000@
o QOOO® T

+s+  Automesh @ Q s+ Best auto processing @ Q +++ Quality indicator Q

From autoPROC
SIG-001 o wo e G Moo 3o

Triclinic system (P1)

O @ O @ e

a=63.3A b=66.2 A C=710A

a=85.6" B=86.3° y=77.8° empty not analysed analysed collected autoprocesse;
1000 Compl. Res.low Res.high Rmeas I/s{l) cc1/2 ccAno ; P
= inner [99.70% % 7075 520 - 1580 099 -
outer [15280% 1.95 192 - 370 096 -
overall  92.40% 7075 192 - 540 094 -
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. EXPERIMENT PREPARATION: SAMPLE METADATA

Context: OSCARS SHARE project : Synchrotron X-ray analysis of Heritage Accessible to and Reusable by
Everyone (start date: 01/01/2025)

— Searchable database of art objects and model samples (Historical Materials BAG)
— Includes rare and precious samples
— Access to raw & processed data, with full metadata

— Links to museum databases

— Preserves valuable data, promotes FAIR/Open Science

Wooden pannel

— Enables global research, sharing, and reuse

Ground layer

Study of the ground of Mona Lisa | * | N —
Credits: M. Cotte

Gonzalez, V.; Wallez, G.; Ravaud, E.; Eveno, M.; Fazlic, I.; Fabris, T.; Nevin, A.; Calligaro, T.; Menu, M.; Delieuvin, V.;
Coftte, M. X-ray and Infrared Microanalyses of Mona Lisa’s Ground Layer and Significance Regarding Leonardo da
Vinci’s Palette. J. Am. Chem. Soc. 2023, 145 (42), 23205—- 23213, DOI:10.1021/jacs.3c07000
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https://oscars-project.eu/projects/share-synchrotron-x-ray-analysis-heritage-accessible-and-reusable-everyone
https://pubs.acs.org/doi/10.1021/jacs.3c07000

EXPERIMENT PREPARATION: SAMPLE METADATA

HG-254 sample list

“This list indexes all samples related to the BAG experiments that have been or will be analysed at the ESRF.

ALCC3B 1

ALHPY32 2

ALRB.17

ALRCI28.4

ALRCR25

ALRM3 2

ALRM3 2b

ALss 2

ATe

AT_MATGL

Show only mine

Description

Green paint sample collected 1.

Green paint sample collected f..

Green paint sample collected 1.

(Green paint sample collected f.

Green paint sample colected 1.

Green paint sample colected 1.

Green paint sample collected f.

Green paint sample colected 1.

Paper from Barion Moirans (Poi

Powder samples from La Tristes.

18 hems1100f177 Show10 v

‘Sample Type

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Historical Manufactured Material

Calibration Reference Materials

Historical Manufactured Material

Author

Adriana 1U..

Adriana 1U...

Adriana 1U..

Adriana 1U..

Adriana 1U..

Adriana 1U.

Adriana 1U..

Adriana 1U.

Ayoub TRAV.

Ayoub TRAV.

1
]

© © © © 6 ©6 6 06 0 ©

®

(L]

(L]

L}

L]
L}

L}

AR TR N T N N N N N Y

AlHPY32 2

Link to samplein the A-Form
Sample Type'

Isthis sample an object,or 3 fragment (e.2, @ sample objectp”
Fragment
Obect

© Description of your sample™

Green paint sample collected from Gallo-Roman wall painting from Limonum (Poitiers, France)

Brief description of the main objectives of the analysis™

Getting insight into mineral composition of green earth pigment

© Keywords — recommended

© Main type of materials*
From your ist,select the object from which this fragment was extracted, or declare 2 new object if needed."

© sampling date
11/2025
© Institute owning the fragment — recommended

Fragment ID (institute inventory number, i any) - recommended
HPy32 2

Multi-lay i i d

Number Trickness (umy Cotor
1 30 vellow
Composition
yellow ochre:
Number Tnickness (umy cotor
2 50 green
Composition

green earth, cuprorivaite

© Fragment mounting for ESRF analyses — recommended

Resin embedded and sliced from cross-section with a micro-tome, mounted on ID13 sample holder

Any comment related to the fragment

FrontEnd J§ PSinteriock ] Absorber [ Absorbor2
or OPEN OPEN

Enorgy J Shuttor
RUNNING 712 J| unkvown

Data Collections [ o [ +ren |

| s Took 1| Status 1+ #0C Type
L - I [ | o |
0333 map

N
vops  CEDOROEED

W o o
a

0 n3060 107268 p20tct2_counters_controlieridet 20 20 uan
-~ @08

id  Red ROl Groen RO Bue ROl

113059 107268 Fo-Kbl 20 20

113061 107268 fx2MnKa_det

No composite maps for this object

o omy@zm % som:zm @ someyzm & sore: N oo QMoocuign@  [@Tweaa @y " sample_stage e CZIT)
» same 01 % smy 015 7es0s 5 (Gem 7me 5 5 um B | =25 8 rotocton @ o unknown

Information synchronized in the data acquisition system Daiquiri

Sample metadata form for Cultural Heritage

— Consistent, high-quality acquisition metadata

Page 9
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Daiquiri
Credits: S. Fischer

https://doi.org/10.1107/S1600577521009851

Used in production in the last
run of 2025

— 3 experiment sessions

— > 200 samples created

The European Synchrotron |



https://doi.org/10.1107/S1600577521009851

. EXPERIMENT PREPARATION: SAMPLE METADATA - ARCHITECTURE OVERVIEW

MeHigh interest: Investigation

many-to-many
relation Sample-
Investigation

SampleMetadata Relatedltem

relatedSample
relationType

ICAT N Sample

(Oracle) Metadata
(MongoDB)

Architecture and design enable sample
metadata to extend to any domain

i
......

el
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https://github.com/icatproject/icat.server/issues/231
https://github.com/icatproject/icat.server/issues/231
https://github.com/icatproject/icat.server/issues/231

DATA VISUALIZATION: TAILORED DATA DISPLAY

26 09:13 started at 03:10 XFHG1-apo-44

= = gom
Beamline-s peCIfIC -
= Automesh @ @ || = Mesh@ aQ = Line @ aQ «* Data collection @ Q ++ Bestauto processing @ a

From XIA2_DIALS
Orthorhombic system (P212121)
a=503A be57.6 A 1354 A

T

-+ buffer_BSA_buffer_before_BSA aQ «+ sample_BSA a = buffer_BSA buffer_after BSA aQ
. . . Compl  Res.low Res.high Rmeas Usl) ccu/2 ccAno
" - S i { inner {0000KW 6769 17.00 BO5 2558 100
. i H H ! H
. i outer (HGBOOKY 640 629 27218 042 013
i | i
H | H " i oversll (H0000K) 6768 620 1999 689 100
. \ : o
L " 24
& |
Temperatur 00 " Temperatur 00
Enter comments here
= 10 Guiier s 16 s 01400 0
Aveaged 02 v asomm Dmaxe 02500 oo
T w0 e 100 e e 0 S I T e BB e A e
Volum os2
4 2 2 01/02/2026 09:05:41 MXPressF: X-centre + fbest + 180 degree dc on id23eh1
«+ Automesh @ Q || Mesh® Q -+ Bestauto processing @ Q
e From autoPROC

Orthorhombic system (P212121)

. a=572A 18824
Positions : 2
Compl.  Res.low Res high Rmeas Vsll) cc1/2 ccAno

BioSAXS beamline - BM29

inner 10000%W 6166 827 1680 1480 097
outer (40000%) 310 305 35020 110 040

overall (19550%| o6L66 305 3420 630 098

L 31/01/2026 17:47:06  MXPressF

Processed data is progressively increasing in T R = =T -
ICAT' Data volume per year - - 1 L Trclinlc system (P1)

a=579A b=66.1A <=1908A
a=90.0° =69.9 ¥=90.0
Compt__ fac:lowRac Weh™ Rmess UR0) tcct/2éccano

H Raw volume f n A H inner (44%) 6613 490 2301 826 094
outer | 197% 184 181 305102 001 012
Pro{essed VOIume i overall 55.38% 66.09 181 5317 213 0.82
8000 2l
B — — —
6000 A H
MX beamlines
o
£
=
=
4000 1
2000
0_
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DATA VISUALIZATION: TAILORED DATA DISPLAY

Scan range 360.0 deg
h - - Frierey 33,0 keV' XCOS_014_K|'01_1769143740 Summary Instrument Files 56 Metadata
I -specific i
e c n I q u e p I I Images dimensions (HxV) 2912x2400 Sample 5POS Acquisition parameters Beam
Sample pixel size 0.435 um Description
Number of projections 3499 Energy 33.0keV
Exposure time 0.108s Technique  XRCT
Number of flat images 101 Source to sample distance 52.0m
Duation 6 minutes S9seconds o o images 100 Ring current at start 19333 mA

— Immediate data quality ® = T
assessment L

Qut of beam displacement -5.0 mm

Ring current at end 19227 mA

=+= XC05_014_Ki-01_1769143740 Q ‘ e+ Slices Q att1 aluminium, 142
. Technique XRCT ‘ a2 aluminium, 0.54
— Early detection of |
Number of projections 3499 Camera and optics Slits
. Ny |
Number of flat images 101 Camera name iris10x
I u [] L] I I | Primary Slits Secondary Slits
Number of dark images 100 mages dimensions (HxV) 2912x2400
‘ Horizontalgap ~ 2.60 Horizontalgap  1.95
Scanrange 360.0 deg. r-i 0.435 um
roblems Horaonal st 2095 :
Energy 33.0keV | Sample detector distance 15,00 mm
| Verticalgap 075 115
Images dimensions (HxV) 2912x2400 I 0.108 s
Vertical offset 1,74 Vertical offset 223
Sample pixel size 0.435 um 3.6ms
Exposure time 0.108s Acq mode ACCUMULATION
Scintillator GGG20
- - . - - l 01200 Optic magnification 10.00x
Optic type op10x

nter comments here..

X-ray Computed Tomography (XRCT)

& Next steps
151272025 23:23:4 0001 New techniques to be included

Sample  AOL Wavelength 028457 A

Dataset 0001 Distance  981.00 mm - ; Description Beam center (XY) (1063.62,1118.68) . — C ryo - E I e ct ro n To m o g ra p h y (C ryo - E T)

Start 16/12/2025 23:13:46 Enerzy  75.00 keV TR e o ‘ .
NN ) = | ~ Sryo-Electron Microscopy (Cryo-EM)
— Serial Macromolecular Crystallography

(SSX)

Exp.Time 1s

X-ray Powder Diffraction (XRPD) Single Crystal X-ray Diffraction

(SCXRD)
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. TECHNIQUES: PANET AND ESRFET ONTOLOGIES

ESRFET is an ontology of experimental techniques used at the ESRF connected to the PaNET

ontology.

— Python API’s: generate technique metadata for ESRF data producers (BLISS, etc.) to save in

NeXus-compliant HDF5 and ICAT.
— >120 techniques defined

Number of Datasets per Technique

SCXRD
XRPD
CRYO-EM
CRYO-ET
XRCT

SAXS

XAS
SXRD
S-XRF

XPCT

S-XRD S-XRF 1

EXAFS XAS
XES

DCT

XRF 4

HP-XRD -

PTYCHO -
XAS XES
XANES

PTYCHO XRCT A

0 2000 4000 6000 8000 10000 12000
Number of Datasets

ESRFET Techniques in the Data Portal

DatasetTechnique

Koumoutsos, G., De Nolf, W. The ESRF Experimental Techniques Ontology.
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Total number of datasets

Total number of datasets per month with a ESRFET Technique

N e X 11 <

20000 4

15000 4

10000 +

5000 -

Technique

*Next steps
— Tag more datasets with techniques

— purl replaced by w3id

— Add techniques metadata in DOI
— Search and filter by technique

— Monitoring tool

The European Synchrotron | ESRF


https://doi.org/10.5281/zenodo.4806026
https://esrf-ontologies.readthedocs.io/en/stable/
https://esrf-ontologies.readthedocs.io/en/stable/
https://www.nexusformat.org/

. DATA: CAPTURE THE FULL EXPERIMENT CONTEXT

Integrate

— Auxiliary data (ESRF data policy: refers to data that provide contextual information
regarding the experiment, such as information regarding the sample (images,
provenance and preparation) or the software used for data processing),

— scripts,

— experiment gallery (setup photos).

How should these data be catalogued in ICAT, especially when they are not linked to a specific
sample?

ESRF Data folder structure

ie Gae
......

e
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DRACBOT: Al ASSISTANT

POC Accessible to ESRF beamline staff only

Limited context sent to the LLM (gpt-oss model): metadata of the last 20 datasets

Data-quality Summary (representative values)

« = Metric Typical range across runs

° ' DracBot: Your Al Assistant Overall completeness7 % - 15 % (most runs 12-15 %)

) A s ety = Overall (Ia(l)) 0.8 - 2.5 (inner shells often much higher, up to ~40 for the best runs)

5 = O e e G i the Overall CC¥% 0.96 - 0.998 (inner shells often >0.99)

: o Overall R_merge 0-30% (many runs report 0, a few high values up to ~95 % for low-resolution shells)
Overall R_meas 0-65 % (some anomalously large negative values indicate statistical noise in very low-count data)
Overall R_pim 0-27% (most <12 %)

Experiment Overview
Overall multiplicity 1.0 - 1.3 (generally low, as expected for single-crystal mesh scans)

tem Details
::.:‘.::Z‘:‘T:,‘mm... .S;:;:c;" IZ.T:ZI’JL?:L'.Z::'J;:TJZZ:?Q;EZIZZZ:;‘" s Resolution limits High-resolution shell typically 1.63 - 1.66 A; low-resolution cut-off varies from ~18 A to >40 A depending on crystal quality.
e nt gl o el Anomalous signal  Generally absent (overall anomalous multiplicity = 0, anomalous completeness=0— 0.3 %).
Drocessing workdiow e ki Note: Many parameters are reported as 0 for outer shells (e.g., R_merge, R_meas) because the corresponding reflections are either absent or have intensities
Machines used o e o {vesious HFC below the detection threshold.
Date of pr g 12:00 +02:00)
o v St poceseed (o1 _27,50,58,5,55,9,60.68,7,7,76,5,8, 100,133, 121,55, 15 11 156,15, 162168 172 17,175, .
O Key Observations
Typical unit-cell parameters. a=47.6A b=612A, c=613A; =110~ 1117, y = 90" (consistent across runs).
1. Consistent crystal lattice — All processed sub-datasets share nearly identical unit-cell dimensions, confirming that the same crystal (or identical crystals)
peyourmessace m were used throughout the mesh-and-collect experiment.

'DRACHot can make mistakes. Please check the output i the beari

N

High inner-shell data quality — The inner resolution shells routinely show very high {I/o(I)) (up to ~40) and CC%: > 0.99, indicating that the diffraction spots
are strong and well measured.

Low overall completeness — Because each mesh-and-collect sub-dataset only samples a small portion of reciprocal space, overall completeness per
sub-dataset is modest (7-15 %). The full experiment (combining all sub-datasets) would be expected to reach a much higher completeness.

w

Resolution — The majority of runs reach a high-resolution limit of ~1.64 A, sufficient for detailed atomic modelling of insulin and lysozyme.

A I ASSIStant In the Data PO,-tal 5. A signal - No anomalous signal was detected, which is typical for native protein crystals without heavy-atom derivatization.
Credits: A. De Maria

L

9.1) on ESRF HPC resources,

fastpr

o

. Processing consistency — All datasets were processed with the same pipeline (gr
ensuring comparable statistical treatment.

Conclusion

The mesh-and-collect experiment on the 1D23-2 beamline generated a large set of high-resolution diffraction sub-datasets from insulinflysozyme microcrystals.
While each individual sub-dataset has limited completeness, the data quality within the measured resolution shells is excellent (high CC%%, strong I/a(1), and low
R_merge/R_meas). When merged, these data should provide a robust structural model of the target proteins at ~1.6 A resolution.

All information extracted from the dafaset metadata supplied (27 re-processed integration datasets, IDs 2260453301 — 2260552388).
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Page 16

Log scan entries with links to HDF5: easy tracking of data acquisition for users

ownload ~ | @ Help

= Q ] 71 Display  Inspect | {3 [D Feedbac

7

k
@

@ measure_pix_0002.h5 A~ NX Line R} # % = Linear - Y = Linear -

1@ n 2 edge10bizoom_Ffull_std

3.1 @
i > 41 D 889

>21 @ x Do

>5.1 @
> 6.1 @
~71 0

€ end_reason

Full_std

€ end_time

edge10bizoom,

v instrument
~ DZoom
€ magnification

| I | | I
> Zoom 0 0.01 0.02 003 0.04 0.05

> current elapsed_time (s)

Advanced tag filtering for efficient logbook navigation: faster access to relevant logbook entries

Filter by tags:

Match all tags v ]

Select tags

Filter by type:
Comments
Information
Errors
Command Lines
Machine

Order:
Newest First

Oldest First

Date:

Select date

I ICAT Collaboration meeting | 10 February 2026 | Marjolaine Bodin

* Next steps
— Notebook: “Google Doc”-like document
— E-logbook: view contextualized by
dataset or sample

The European Synchrotron | ESRF



INVOICING, STATISTICS

MineDRAC tool to extract statistics and figures for invoicing (MX industrial experiments)

a
s 00
7;—-*;@9

MineDRAC Invoicing

Bearch & ) | proposal investigation_id beamling start_date end_date booked_time samples_collected samples_declared parcels volume raw volume processed volume effective time total_time

) . InVOlClng Vx4 22920936|ID30A-3  |2025-12-06 09:30:00 2025-12-06 17:00:00 |7:30:00 87| 20 1160 GB 140 GB 20 GB 19:36:25.457000

Nav1gat10n | EX- 22995581|ID30A-1 | 2025-12-06 09:30:00 2025-12-06 17:00:00 |7:30:00 37 37 1192 GB 189 GB 3GB 7:40:34.842000
: ’ o v | MX-## 23004685/1D30B | 2025-12-06 09:30:00 2025-12-06 17:00:00 7:30:00 193 16 1424 GB 420 GB 4GB 5:54:02.654000 | 0:00:39.868000
Installation Generates a report for invoicong for each investigation X 23039195|ID30A-1 2025-12-06 09:30:00 |2025-12-06 17:00:00 |7:30:00 43 0 0242GB |224 GB 17 GB 4:30:37.512000  12:20:27.169000
Quick Start | MX-## 22233712|1D23-2 | 2025-12-05 09:30:00 2025-12-06 08:00:00 22:30:00 40 46 1685GB |681 GB 3GB 18:26:56.858000
QA 22296784/ID23-1  |2025-12-05 09:30:00 |2025-12-05 17:00:00 7:30:00 58 0 0693 GB |644 GB 49 GB 10:12:49.566000
Command Line Interface Usage X 22692252|ID30B  |2025-12-05 09:30:00 2025-12-05 17:00:00 7:30:00 111 0 0202 GB [198 GB 4GB 11:51:31.742000
« Statistics X4 22954669|ID30A-3 |2025-12-05 09:30:00 |2025-12-05 17:00:00 7:30:00 64 0 0272GB [243GB 28 GB 3:24:33.330000 |21:28:42.532000
« Invoicing Invoicing [OPTIONS] VX4 22322136|ID30A-3  |2025-12-04 17:00:00 2025-12-05 08:00:00 |15:00:00 43 45 1200GB 173 GB 27 GB 1:52:39.400000 |10:58:38.632000

Options InVOiCIng I’eport
-t, --token <token>
Required ICAT session ID

-i, --investigation-ids <investigation ids>
Comma separated list of investigation IDs (optional)

— Saves time for beamline staff and administrative teams

Filter by instrument name

--investigation-name <investigation name>
Filter by instrument name

-s, --start-date <start_date>
Start date range. Format is YYYY-MM-DD. Example: 2019-01-01

-e, --end-date <end date>
End date range. Format is YYYY-MM-DD. Example: 2019-01-01

-u, --unit <unit>
It can be MB, GB or TB (otherwise will return in GB)

Default: 'GB'

-g, --gap <merge_gap_minutes>
Gap in minutes to merge datasets. Less than ‘gap’ minutes the datasets time
will be merged
Default: 20

-0, =-output <output>
CSV output file path. Example: myfile.csv
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https://icat.gitlab-pages.esrf.fr/MineDRAC/

— Enhance DOI minting/reservation: keywords, publication DOI, external references added

— Autodiscovering citations using OpenAlex

You can only mint a DOI for datasets which are linked to

Minting the DOI makes the datasets public immediately.

Title*
A minimum of 40 characters is required.

Abstract*
A minimum of 400 characters is required.

Authors*

Select an author to ad

=+ New author

Keywords

+ New keyword

Publication DOI

External reference URLs (PDB,..)

+ New exter

periment sessions where you are a user.

Mint bespoke DOI in the Data Portal
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n ‘Open access
From Pharmacophore to Warhead: NAD+-Targeting Triazoles as
Mechanism-Based Sirtuin Inhibitors

Florian Friedrich

Sirtuins (SIRTS) are nicotinamide adenine dinucleotide (NAD+)-dependent lysine deacylases linked to key physiological and disease processes. Here, we report a new class of
mechanism-based 1,2,3-triazole inhibitors that hijack SIRT catalysis by forming stalled triazolium- or triazole-ADP-ribose (ADPR) adducts derived from the cofactor NAD+.
These trapped adducts inhibit the enzyme without covalent protein modification, term the ds"Sirtuin Trapping Ligands" (SirTraps). X-ray crystallography
and kinetics, together with mass spectrometry confirming adduct formation both n vitro and in cellulo, reveal that the triazole N3 of peptide- and small-molecule-based SirTraps
triggers nucleophilic attack at C1' of the nicotinamide riboside moiety of NAD+, mimicking the first deacylation step. Adduct formation critically depends on precise triazole
pasitioning within the acyl-lysine channel and can be tuned through scaffold design, enabling potent and isoform-selective inhibition. Unlike thiocarbonyl-based NAD+-targeting
SIRT inhibitors, which may suffer from instability and off-target effects, SirTraps combine high stability, synthetic accessibility, and structural tunability, while demonstrating
nanomolar cellular target engagement confirmed by NanoBRET assays. Beyond SIRTs, this inhibition strategy may extend to other NAD+-dependent enzymes, including ADP-
for mechanism-driven drug discovery.

Experimental data Experimental report

Data can be accessed by clicking on the link below

The reports for MX-2638 are confidential until the end of the data
embargo period. Until then, they are only accessible to the proposers and
session participants via the ESRF User Port:

The reports for MX-2638 are confidential until the end of the data
embargo period. Until then, they are only accessible to the proposers and
session participants via the ESRE User Porta

The reports for MX-2638 are confidential until the end of the data
embargo period. Until then, they are only accessible to the proposers and
session participants via the ESRF Porta

No report was found for MX-2550. Proposers and session participants

may submit it via the E ortal

No report was found for MX-2446. Proposers and session participants
may submit it via the it

Noreport was found for MX-2446. Proposers and session participants

Reference

Researchers must acknowledge the source of the data and cite its unique identifier as well as any publications linked to the same raw data.
Below is the recommended format for citing this work in a research publication.

Friedrich, F. (2026). From Pharmacophore to Warhead: NAD+-Targeting Triazoles as Mechanism-Based Sirtuin Inhibitors (Version 1) [Dataset]. European

Synchrotron Radiation Facility. Jp K

Cited by

Author-provided citation
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@ Jessen, H. J., Einsle, O, Schutkowski, M, & Jung, M. (2025). From Pharmacophore to Warhead: NAD + -Targeting Triazoles as Mechanism-Based Sirtuin
Inhibitors. Angewandte Chemie International Edition, 64(52). dol.or )2/an
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‘These selected dataset are used for publication of ‘Bragg Coherent Modulation Imaging of Highly-Strained Nanocrystals. BCDI 0051 and BCDI 0054 are the raw data of BCMI
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Experimental data

Data can be accessed by clicking on the link below

Reference

Researchers must acknowledge
Below is the recommended format for citing this work in a research publication.

g 20 Jiangtao, Bellc E. Richard, M Pthan, L, Vartanyants, L. Zhans, F. Schi

1H-MI-1534

Public release year

Experimental report 2025

No report was found for IH-MI-1534. Proposers and session participants  Publisher
may submit it via the E

License (for files)

Deposit date
2025-10-30

the data and citeits uniq aswellasany linked

. & Leake, S. (2025). Bragg Coherent Modulation Imaging of

Highly-Strained Nanocrystals (Version 1) [Dataset]. European Synchrotron Radiation Facility. ESRF-D
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https://openalex.org/
https://doi.esrf.fr/10.15151/ESRF-DC-2324015771
https://doi.esrf.fr/10.15151/ESRF-DC-2270287529
https://puma.esrf.fr/dashboard/home

DOMAIN PORTALS

New data in both paleo and human organ atlas projects Theiman Began Atis

& O B

25 donors 56 organs 307 datasets
Imaging the body from micron to whole organ scale

Tool to extract and monitor statistics from Matomo S

COVID-19 affected lung data release
th images of whole intact e : phagai

organs at 8- oms at 1 pm.

Paleontology database EXPLORE SEARCH < BACK TO RESULTS

Spider Orchestina CPT-4100

The Atlas in images &'
< VIEW OTHER DATASETS OF SIMILAR SAMPLES

Description

3D reconstruction for Spider Orchestina CPT-4100. For further details regarding samples, measurements and data analysis,
refer to the files and the article

Scientific domain Invertebrate paleontology

Dol Dol [1015151/ESRFDE-1634312045 & Copy DOI O

Reference Soriano, C., Archer, M., Azar, D., Creaser, P., Delclos, X., Godthelp, H., Hand, S., Jones, A., Nel,

A., Néraudeau, D. and Ortega-Blanco, J., 2010. Synchrotron X-ray imaging of inclusions in
amber. Comptes Rendus Palevol, 9(6-7), pp.361-368.

FAIR principles

Instrument ID19, ESRF

&

der the CC-BY-NC-4.0 licence
d to cite the DOI

« ¢ Show 20 v | Page 1v| > »
1-20 of 22 results

Bl callery/Spider_Orchestina — 73.2 kg
org_slices/1.406_Orchestrina_sjust_— 1.8 GB paleo

P\UQ pic_mov/Spider_Orchestina_1_jpeg — 30.5 MB.

E\O@ pic_mov/Spider_Orchestina_1_xvid_HQ — 5.9 M8

IO ) Next steps =
.
— Cultural Heritage portals
" [l ]
rotate | R pan | Scroll: zoom | [Resetpesition [
pic_mov/Spider_Orchestina_2_xvid_HQ — 7.5 MB

. (violins, painting, mummies)
Connection to other databases

3D viewer in the Paleo portal

Page 19 1ICAT Collaboration meeting | 10 February 2026 | Marjolaine Bodin The European Synchrotron |



https://human-organ-atlas.esrf.fr/
https://paleo.esrf.fr/
https://paleo.esrf.fr/datasets/1634312307

. ADDITIONAL TOPICS

— PaN-Finder (Nadine talk)
— ICAT upgrade to be planned

— High interest in ICAT-Lucene

— Download and data restoration

— Data retention: long-term retention, criteria to be defined
— Performance issues:

— users may experience up to 4x slower resource access than admins
— Large-scale dataset ingestion/update may impact DB performance

— Instrument PIDs
— Sample PIDs
— D3A: Direct DOI Data Access (Tycho, Nadine and Andy)

el
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. QUESTIONS AND DISCUSSION

Thank you for your attention!
Discussion, questions?



