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ISPyB

Information System for Protein
crystallography Beamlines

Motivation

Overcome DB limitations
Reduce DB complexity
Modular

Scalable

Page 2

DRAC_

powered by [(CA'T
Data Repository for Advancing
open sCience

FAIRness (i.e: DOI)
Data policy (i.e : embargo, sharing data)
Support non-SB techniques with rich metadata
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-
A proposal for a Next Generation of ISPyB Software
° Requested further evaluation and testing of the ICAT-based solution
-
-
MX on ICAT
e Requested further development and deployment in real conditions
-
4 i
Transition from ISPyB to ICAT at ESRF
e  Shipment, sample tracking
e Ingestion of RAW and PROCESSED data from Beamlines

Transition from ISPyB to ICAT at ESRF (ll)
e DRAC was born
e Oath2 (SSO) implemented on MXCuBE and session selection

Transition from ISPyB to DRAC at ESRF (lll)
e Dual synchronization of samples from MXCuBE

LERE
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https://github.com/ispyb/minutes/blob/master/JointMxCubeISPyB/2023_03_SOLEIL/ISPyB%20F2F%202023.pdf
https://github.com/ispyb/minutes/blob/master/JointMxCubeISPyB/2023_11_ALBA/ispyb_session/MX_on_ICAT.pdf
https://github.com/ispyb/minutes/blob/master/JointMxCubeISPyB/2024_05_MAXIV/ISPyB_MXCube%20May%202024%20MAXIV%20ESRF.pdf
https://github.com/ispyb/minutes/blob/master/JointMxCubeISPyB/2024_05_MAXIV/ISPyB_MXCube%20May%202024%20MAXIV%20ESRF.pdf
https://github.com/ispyb/minutes/blob/master/JointMxCubeISPyB/2024_05_MAXIV/ISPyB_MXCube%20May%202024%20MAXIV%20ESRF.pdf

. Current status (November 2025)

Versions: backend|database & frontend?

MXCuBE

A

Page 4

Y

ISPYB

EXI

pyISPyB-UlI

DRAC

Data Portal
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. Developments since last meeting (May to October 2025)

Work on improving the configuration of the experiment

Experiment Plan Processing Plan

Min .Rot. Angle Pipelines
Tot. Rot. Angle Grenades
Initial Resolution AutoPROC
Mesh beam diameter EDNA_proc
Collection beam diameter XIA2_DIALS
Radiation sensitivity Run Molecular Replacement
Number of positions Search models/UniProt IDs
etc... Smiles

Cutoffs

Force Space group

SAD

Reference reflection

Users can configure the acquisition and processing parameters on a per-sample basis
Spreadsheet integrated in DRAC

Support for import/export CSV (currently still working on this)

Configurable for each beamline (support of multiple techniques)
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Developments since last meeting (May to October 2025)

Work on improving the configuration of the experiment

Name * Type *
1D23-2 test puck for DRAC testing UNIPUCK v
@ Processing Plan A
Gre. P.
@ autoPROC

EDNA_proc

XIA2_DIALS

&= -

Same values have same color.

Item Processing
Type Short name @ Name @ Description Comments MR@ Search models@ Smiles@ Cutoffs@ ForceS.G@ Unitcell@ SAD@ Reference refl
1 | SAMPLE Tryp protK1_highdose
2
3 SAMPLE Tryp thermo_4isig 1item...
4
i SAMPLE Tryp FAE_1 .—| 1item...
6 SAMPLE Tryp FAE_2 il
7 | SAMPLE Tryp insu_with_refsG 123 XDS_ANOM-4
8 SAMPLE Tryp insu_ref 1item.. XDS_ANOM-4
9  SAMPLE Tryp uniprot_ID
10 | SAMPLE Tryp standard Parameter Value
11 | SAMPLE Thau thaut 1_|Completeness >
2 s 95
12 / =
13 SAMPLE Thau foo_asig_cut 1item... o
14 SAMPLE LYs lys_userMR 1item... :
15 | SAMPLE LYs lys_userMR_smiles 2items... 1item... 7
16 o
9
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Developments since last meeting (May to October 2025)

Work on improving the parcel tracking

e Improved workflow with the support of the user office and stores

° New labels

Certify parcel content

@ | hereby ceriy that
« The parcel does not contain any radioactive sources.
« The parcel contains only samples that have been declared in the Proposal Sample-sheet form(s) and that have
been approved by the ESRF safety group.
« The parcel will be sent according to national and interational transport regulations and customs regulations, with
support of my local safety and logistics referents, where possible.
1 acknowledge that in no event shall the ESRF be held liable for the loss of (and any damage caused to) any
content of the parcel sent by the user.

Tracking number and forwarder are required.

wailable yet, add them later in Parcel Info
Tracking number

11053345323
Forwarder name

FEDEX

Dangerous goods

“This declaration is NOT replacing the necessary parcel content declaration paperwork requested by the iansporter &
customs,

Please consult the safety referent of your Laboratory/Company or the Transport Company to help you on this matter if
you have any doubt

Yes, this parcel contains dangerous goods

No, I certify that this parcel does not contain dangerous goods in regard of International regulations.

(U Print and Mark Sent

D23-2
BLC-16576
Max NANAO PAC-1 (63276740)

ESRF

ID23-2

Session date  27/10/2025

Local contact Max NANAO

Proposal

Principal Investigator

BLC-16576

Max NANAO

Sender address Max Nanao, ESRF, Grenoble, FRANCE
Sender phone 4087

Dewar name PAC-1 DewarD 63276740

Number of dewars  3/3

Number of pucks 1

Number of samples 0

Planned pickup date nfa

This label is intended for tracking on the ESRF site only.

Pleas

D23-2

BLC-16576

Max NANAO PAC-1 (63278740) &
Proposal BLC-16576

Return address

Return phone

Lab country

Forwarder company

Forwarder account O U T

Instructions nla

Planned pickup date n/a
Beamline D232

s |
Sessiondate  27/10/2025

Local contact  Max NANAO et s pr T s
Dewar name PAC-1 DewarlD 63278740

Number of dewars  3/3

This label is intended for tracking on the ESRF site only.
Slease don't forget to include your forwarder's returr

ocuments in the shippir
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Data Portal

Developments since last meeting (May to October 2025)

Enrichment of the metadata linked to the experiments

[—

Samples

Publications

[

Myselcton @ My Jobs @Y Mansger -

© Help/Feedback & Alejandro DE MARIA

Entercar

Datasets

Page 8

| A |
i

sse18 searces ac 53111 Mono_R22_6

- Automesh ©

Automesh ©

oa/13/2025 09119:37 MXPressE

o

oa/13/2005 03114112 MXPressE

a

Chara

R

von

Geam

Beam s
Boan shane
Boan dvrs
[—

Datasc rame run 01,04 characterisaion

cterisation

Acquisition

o8/11/2025 08213

MXProssE At

e BRIS-LRXE Mono_R22.7.

N
1000

Optcs
o) Name
1518mm Filing mace.

1670mm cu

EuwpTIcAL
ce Hor 100deg

65de
095

00
) 2099999 (6699955
me 015

108612005
Loceit2pne
1518mm

1670mm

ELLPTICAL

Synchrotron
23
uniform muliunch

17308274

Posiionin conaines
Positionin changer

Tie

Monfactu

siontal
P size v

Disance

Sample
e

BRILARNE Mono R22.7

cosssat
NipucK
‘16
23

1Doa1

Detector

Pituss am

DEcTRIS

28629mm

~+ Bestauto processing @ a
From autoPROC
Orthorhombic system (C2221)
5624 be11354 c1791h
Compl R low s igh Rmess VS cct/2 comne
ouer (GGAN# 269 265 51 om0 oas

~+ Bestauto processing © a
From auloPROC
Trclinc system (P1)
560 b33 et89A
artey Besase 10°
Compl . low Resigh mess sl cct/2 coane

owr @louk 52 s: 11410 030 031

vl @BilBox  1oass s: 2160 330 088

Data Portal

Enter comments here.

ou/1172625 68123 srarten ot 6615 Mono_R22_7

ooyn1/2e2s e5:19:57 MXPressE.
o Automesh © a |« M0

- commens here.

w16 srartes o¢ 6611 Mono_R22_6

oo/m1/aens esiteiiz MXPressE

- Automesh ©

- Mesh @

@ Movsee

Datasets

Characterisation Dosor  Metadata  Difiracion  Flles 15" X o Best auto processing © o

»

o From autoPROC
Characterisation Results v Orthorhombic system (C2221)
- sesezh be12954 c1791A
hifanthg summary, Compl e low ke s V) €2 ccano
o o740 710 00 270 ase
Sdcted pacagion il bA <l B0l beald. | pua ) aner gk 20 5 (o) 48
=3 19580 5620 179160 000 %230 50000 o || oot QR 0059 205 [z50] (5300 5w
Collection plan strategy: resolution limit is set by the radiation damage
Wedge Subwedge Sart() WIdth() Nolmoges Ewptme() Maxres(d) Reltrans(X)  Distance (mm)
1 1 12600 o005 2780 oot 251 10000 mn
compl ) “ohi_overlap @ |[ Bestautoprocessing © a
3 From autoPROC
. s T system (P1)
Diffraction Plan A n SA e
Forcedspace  Anomalous  Almed Am Aimed /sgma ot Minosc. S o e
group ara muilcty  complteness  ighestres. Amed resolution A) width Comet e v B e Ve 2 et
Nene Fase Deault Defait (-=099) 100 Detautpighest 001 e s & KNI B
Rty G | L o —
vt @lox 10484 021 20 830 088
Image quality indicators
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Developments since last meeting (May to October 2025)

e Real cases of dynamic grouping of the results

Datasets

« (]
© Experi i
. | 28/16/2025 13:56:21  MXPressA: X-centre, éEDNA + dc on id30al
«+ Automesh @ Q «+ Mesh @ Q e Line @ e ++ Characterisation @ @ ++ Data collection @ aQ «+ Bestauto processing @ Q + BestMR phasing @ @
B Trigonal system (P321) BestR %
§ ey s e s asb=sa A c=1065 A | —
1 igh Rmeas U ’
& P i const. s ow s ioh mwess_#) etz cemo || —
- y £ inner (J890W1) 10855 907 1270 1370 099 t
Al ASSSIEN! cpr ’ i L oner @EAGHW 1% 1m S 120 S el r
— =T
"R . overall (Ug7o%!| 10555 181 2050 620 099 REFINEMENT
e, = S
i Rfree 0332

(2 Open viewer

© Protein: v
8 Ty

8/10/2625 13:55 started at 13:47 Tryp-sampl7

| 28/10/2025 13:47:35  MXPressA: X-centre, eEDNA + dc on id30al

Collection steps

PR S “ Automesh @ o |[ Mesn® a |[[ = Lne® @ |[ = Characterisation ® @ +++ Best merged auto processing @ a

From autoPROC

Data collection i S
. 3 <D
> Automesh _— Cubic system (i23)
> Mesh 1 H u || Kappa settings : 2 asb=c=70.1 A
i | () Compl. Res.low Res.high Rmeas Us() cil2 coAno
22 e T | ieer fugooow) wss a2 1360 098

> Characterisation

outer 10000% K 16 163 110 o046

overall (G0 955 183 - 760 098

Auto processing ranking
We use the following criteria by order
of priorty:

1. Matches all set filter cutoffs 261072625 13:45 started at 13:36 Tryp-sampl6

28/10/2025 13:36:25  MXPressA: X-centre, EDNA + dc on id30al
2. Highest symmetry space group [~
@ Enabled «+ Automesh © a |[ = mesn® Q w Line ® aQ «+ Bestmerged auto processing @ a
3. Selected criteria e e e e From autoPROC
Outer Compl [ woroed )
" R Cubic system (i23)
— e s
“ () Compl. . low e, high Rmess s() cci2 ceAno
- inner (H0000%) sses 559 w750 100
|
- outer G270 W 208 100
= oversl (G300 et 200 1630 100
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Page 10

Developments since last meeting

Data Portal Experiments Samples Publications Logistics ~ Beamlines My selection ()~ My Jobs @) Manager ~

/ Datasets

= - | 28/10/2025 13:36:25 MXPressA: X-centre, eEDNA + dc on id30al

++ Automesh @ Q Mesh ©

" : B

* AlA e

Q + Line ©® Q

Characterisations : 2

Datasets el
View

© Prot
8 Typ

Collection steps
Show snapshots for:

o

Data collection

Automesh

(< <]

Mesh

o
v

Line

v

Characterisation

Auto processing ranking

We use the following criteria by order

of priority:

Enter comments here

1. Matches all set filter cutoffs

2. Highest symmetry space group
@ Enabled

3. Selected criteria

| 2871072025 53 MXPressA: X-centre, eEDNA + dc on id30al

*+ Characterisation @ @

Characterisation @ @

Outer Compl. =+ Automesh @ Q ** Mesh @ Q =+ Line @ Q

L4 N

+ Characterisation @ @

a0k
20k

Kappa settings : 2

@ HelpFeedback & Alejandro DE MARIA ~

Best merged auto processing @ Q
From autoPROC

Cubic system (123)
a=b=c=784 A

Compl.  Res.low Res.high Rmeas ls(l) ccil2 ccAno
inner (110000% ss4s 559 4750 100
outer 82708 206 100 081
overall | s3goW  S54¢ 206 1680 100

+ Kappa settings : 2

+ Kappa settings : 2

+ Best merged auto processing @ Q
From autoPROC

Triclinic system (P1)

a=68.1A b=67.8 A c=68.1A
a=108.7 p=1102° ¥=109.3°
Compl.  Res.low Res.high Rmeas i/s()) ccli2 ccAno
inner (990t sSS43 1648 250 064
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Developments since last meeting

Data Portal  Experimer

et e 1330 Tryp-sampl6

| G

2 MXPressA: X.centre, sEONA + dc on 193081

[~ Awomene @ E BT o |[~ om0 0

|

© Protem:
LR

Callection steps

»_ Characterization © @

*.w setings 2
I

| ‘ - Daia cotlection © Q| [ Bestauto processing © 0

Page 11 ISPYB/MXCuBE Collaboration Meeting November 2025 Diamond



Page 12

Developments since last meeting

Better summary view

e Display of collected and uncollected positions

° Non declared containers

0000000000000000
00000000000

Puck DLSS00 - st 2 Colite 1 Aoproces 1

@O

Puck: DLSS02 - oyt 16

0000000000000000
©000000000000000
©000000000000000
0000000000000000

Q102 - Ansaet Gl 3 A

Before

Selected statistics: Overall 1/s(1)
s (T 1 s

e 169 i
Collection steps Analyzed: 96 Collected: 48 Autoprocessed: 39
Show snapshts for:

@ @@00000000000000

8 > Automesh

© > et @ @O00000000000000

> Line

Datasets

o o @om 000000000000 000O
Auto processing ranking
PP Tololololololololololelolole)

e @ o @@OOOOOOOOOEEOVE®
o' @ 000000000 000000©®
@ = OO000000000®O®H®E®
@ == OOO00000000000000

w OOOOOOOEOOYEE®O®

O @ O @ ©

empty not analysed analysed collected autoprocessed

Now
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Developments since last meeting

Reprocessing improvements

Start reprocess

e Reprocess your dataset via ewoks
e Range image selector
e  Specify more parameters, i.e: resolution limits and space group
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Developments since last meeting

Reprocessing improvements

Enter comments here...
[ Open dataset page ]

14/11/2025 15:06:06 MXPressF: X-centre + fbest + 180 degree dc on id23eh2
Reprocess
+ Automesh @ @ ++ Mesh @ Q ++ Line @ Q e 2 [ & Upload to cCP4 cloud } & +++ Best auto processing @ Q +»+ Best MR phasing @ @
wtensity From grenades_parallelproc PHASING
[ & Reprocess ] )
Orthorhombic system (P222) Best RFZ 20.8

a=54.4 A b=58.4 A c=66.7 A

b Best TFZ 512
& Download (1.69 GB) n = Compl.  Res.low Res.high Rmeas lis(l) ccli2 ccAno £
z LLG 10050.503

ol 1 ' Copy dataset path inner 96.90% 34.20 7.23 350 4460 1.00
] - H y - M Search model P00760_1 >
“! L B = outer  99.00% W 134 1.32 86.70 230 0.79
i ol elioligd overall | 99909 = 3420 132 1190 1230 100 REFINEMENY
a0} Y R-cryst 0.26781
R-Free 0.286

e Upload your dataset to the CCP4 Cloud automatically via Ewoks
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Developments since last meeting

Reprocessing improvements

Data Portal  Exernents sampies Publcatons Logetcs ~ Seaings iy slcion €)1 - @) Manager~ L —
I Jobs / My jobs

« o]
s MXDataReductionPipelines_ID30A-1
Search: PN page 1 or10 Hems1-1000r032  Show 100 v ataireauctionpelinesAl i
Proposals) status
status, step, dataset, sample. 2
: . BM29_ConvertToASCIl
Sample(s) ETA-CD934037_C04-1 2 Created at 0411112025 19:51:52.575
Start date: Proposal(s)
- Updated at 0411112025 19:56:23.512
Start date sample(s) ofie
Input values ° Launched by nanaoi287643
End date: 101172025 11:42 step status
Launched by ofr1a/308510
End dle 4 GRENADES_FASTPROC  (GIEIED
MXDataReductionPipelines ID30A-1
Status:
Proposals) cieoroossse o =3 : =
et r !
Sample(s)
Launched by: Input values °
s 1011 Show 2o v
@ Al users 0411/2025 19551
Launched by nanaoi287643 -
' 30/10/2025 14:18:29 Data collection Dozor  Metadata  Sample  Difffaction  Auto processing )  Files €3
BM29_ConvertToASCII e
ngle (de
Proposalls) ! o (k) 6 +Q OE# X
Sample(s) sc NSrEPK KHA AT 160 180 20 220 20 260 280 200 20
Input values ° . 255 Number of spots
0971072025 21:53 o
Lanched by rejma f 8 *vamTdein
g 90
BM29_ConvertToASClI £ ,
Proposal(s) g o o o
sample(s) s NSrFPK KHA ATP 5 ] g s
Input values ° 8 §
091102025 21:49 g . 3
aunched by rejma/2 & 600 8
5
BM29_ConvertToASCIl 3 -
Proposal 3 £ 50
2
Samplefs) sc NSrEPK KHA AT 4
400
Input values °
0971012025 21:47 s
Launched by rejm: 100 200 200 00 700 800 900

) 500
Image number

MXDataReductionPipelines_ID30A-3 GCED

Click on the niot to vi

e Better interface to manage the jobs that have been run
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. Developments on other techniques

SSX Experiments BioSAXS Experiments

e DRAC allows to change the presentation depending on the type of experiment
e As we catalog the metadata of new techniques, the data are presented appropriately.
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Developments on other techniques

Vv 15/11/2025 13:41 started at 13:37 ADRONYM_Complex Higher Ratio

15/11/2025 13:37:45 ADRONYM_Complex {EITTID

| Assess

+ buffer_Sulf_Buffer C_HP_dp8_befo... @

Scattering curve

§
£ 10
s
— Experimental data
o 1 2 3 3 5
qiom™)
Scattering
Temperature 5.0
Frames 10
Averaged 3-8
Time/frame 1.0

Enter comments here...

+ Adronym

Scattering curve

Temperature
Frames
Averaged
Time/frame

Concentration

5.0

10

0-3

1.0

0.9

Guinier Rg
vC
Mass

Volume

10.0

27.30 nm*

607.58 kDa

24421

P(N Rg
Dmax Rg

chi2r

9.7:0.0

35.0:0.4

0.96

Q s+ buffer_Sulf_Buffer C_HP_dp8_after... @

Scattering curve

ia) (log scale)

— Expenimental data

o

Temperature
Frames
Averaged

Time/frame

=

e Visualization widgets have been developed and integrated for certain techniques

e Example: New feature for quick assessment of the data
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1

2 3
qlam™h)

Scattering

5.0

10

0-6

1.0
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Developments on other techniques

ltems1-70f7 Show50 v

Vv 15/11/2025 13:41 started at 13:37 ADRONYM_Complex Hig

Quality Assessment — Adronym

Subtracted

/4 | X T Linear ~ Y

< D]

= Log ~

| I Errors

15/11/2625 13:37:45

ADRONYM_Complex (CXEETTH

Scattering curve

+ buffer_Sulf Buffer C_HP_dp8_befo...

Q

1q) (og scale)

— Experimental data

3 1 7 3 4 I
alom
Scattering
Temperature 5.0
Frames 10

Averaged 38

Timefframe 10

H B

+ Adronyn|

Temperature

Frames
Averaged
Time/frame

Concentration

Enter comments here.

Vv 15/11/2025 12:48 started at 12:33 HSulf2_20251115 Compl

15/11/2025 12:43:31

HSulf2_20251115_Complex [EEFTH

Before (average)
> [[] Before (all)

Sample (average)
v ] Sample (all)
Sample (0)

| Sample (1

1 Sample (2

Sample (3

Sample (4,

| Sample (6,
| Sample (7,
Sample (8,

)
)
)
)
)
)
)
)
9)

(
(
(
(
Sample (5
(
(
(
(

After (average)
v [ After (all)

Intensity (absolute, normalized on water) I

& Assess

Q s+ buffer_sulf Buffer C_HP_dp8_after...

Scattering curve

Q

Scattering vector q (nm™)

Ha) tlog scale)

— Expenmental data

3 T 7 I 3 3
atmeh
Scattering
Temperature 5.0
Frames 10
Averaged 0-6
Time/frame 1.0

|2 Assess

+ buffer_Sulf_Buffer_C_after HS 0p5... @ ‘ +s+ sample_HP_0p5

e Integration of H5web plugin for BioSAXS

Q H «+ buffer_Sulf Buffer C_after HP_0p5

Q
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. DRACBot: Al Assistant

Page 19

DracBot: Your Al Assistant

‘Summarize my experiment

POC
e A proof of concept deployed on 16th Oct
e  Accessible to ESRF beamline staff only
RAG (Retrieval Augmented Generation)

° Limited context send to the LLM
o Metadata of latest datasets

e LLM: gpt-oss

Evaluation purposes only

e  Gather feedback
e Inspiration about use cases
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Page 20

DRACBot: Example of “summarize my experiment”

DracBot: Your Al Assistant

Data-quality Summary (representative values)

Metric Typical range across runs

Overall completeness 7 % - 15 % (most runs 12-15 %)

Overall (lla(l)) 0.8 - 2.5 (inner shells often much higher, up to ~40 for the best runs)

Overall CC% 0.96 - 0.998 (inner shells often > 0.99)

Overall R_merge 0-309% (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 %)

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

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.
Anomalous signal Generally absent (overall anomalous multiplicity = 0, anomalous completeness = 0— 0.3 %).

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
below the detection threshold.

Key Observations

1. Consistent crystal lattice — All processed sub-datasets share nearly identical unit-cell dimensions, confirming that the same crystal (or identical crystals)
were used throughout the mesh-and-collect experiment.

N

. High inner-shell data quality — The inner resolution shells routinely show very high (I/o(1)) (up to ~40) and CC¥%: > 0.99, indicating that the diffraction spots
are strong and well measured.

w

. 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.

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

IS

o

. Anomalous signal — No significant anomalous signal was detected, which is typical for native protein crystals without heavy-atom derivatization.

o

. Processing consistency — All datasets were processed with the same pipeline (grenades fastproc — pyicat-plus_v0.9.1) on ESRF HPC resources,
ensuring comparable statistical treatment.

Conclusion

The mesh-and-collect experiment on the ID23-2 beamline generated a large set of high-resolution diffraction sub-datasets from insulin/lysozyme 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 dataset metadata supplied (27 re-processed integration datasets, IDs 2260453301 — 2260552388).
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DRACBot: Utils

write a list of scp command lines that copies the data to demariaa@myhome:/data for the crystals that are not diffracting or resolution between 2 and 3
amstrongs

SCP commands for the datasets that show little or no diffraction (overall l/a(l) < 1)

scp -r /data/visitor/ih1s3744/1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_68_datacollection/:

scp -r /data/visitor/ih1s3744/1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_74_datacollection/:
scp -r /data/visitor/ih1s3744/i1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_135_datacollection.
scp -r /data/visitor/ih1s3744/i1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_59_datacollection/:
scp -r /data/visitor/ih1s3744/1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_56_datacollection/:
scp -r /data/visitor/ih1s3744/1d23eh2/20251001/PROCESSED_DATA/rco78_2/rco78_2-rco78_2/run_01_MeshAndCollect/run_01_88_ datacollection/:

Type your message...

DRACbot can make mistakes. Please check the output with the beamline scientist(s) to be sure.
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. Plans for the next six months

Final phase of replacing ISPyB with DRAC

From October 2025
e users are encouraged to use DRAC
e |ISPyB expected as main LIMS

From January 2026
e Users are requested to use DRAC
e |ISPyB can still be used (grace period)

From March 2026
e [SPyB can not be used for shipments
* Ingestion of data will be stopped before end of 2026
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. Plans for the next six months

Page 23

Strengthen Collaboration

EMBL;
Helping on the installation of DRAC software ecosystem in EMBL -HH EMBL
Helping on the development of the CRIMS-API e
LNLS:

Work in progress adopting DRAC
Customization of sample tracking
Credits: Allan Pinto

\
SESAME: 7L
DRAC was adopted few years ago SE S\AME
ALBA:
DRAC was adopted few years ago /
ESREF is interested in adopting/collaborating with their new ingestion software —_

AlLBA
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. Work on improving the downloading of public data

"Pubic data" not really accessible (to me)? Ongoing improvements
Issue reported by Clemens 22/5/2025

1. Inform and follow-up with users to
create bespoke DOIs with only data
used in the reconstruction and cite the

Restored data were not visible on Globus raw fiata DOls in PDB.
Prefers tar.gz files to zip because more robust 2. Provide a command line tool to
(ESRF) PDB entries cite DOI for all data in session + not data only used for the reconstruction download data in one command

Globus is not an option for everyone - needs a login, would like a simple solution via command line (aria2)
3. Automatically copy data to open area

for Globus users

4, Implement restore request for data
referenced in DOI directly in the data
portal

e  What works - restored open data can be downloaded with https if < 2GB and with Globus if requested (to
be sure data are copied to the open area)

e  Why the problem(s) - (1) we have a new archiving system which has slowed down the implementation of
the improvements; (2) we need to train users to create bespoke DOls and this takes time

e A big thank you to Clemens for testing and providing detailed feedback!

e  Our goal remains FAIR data easily accessible to everyone!
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