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(Rl Sample tracking on MX beamlines : ISPYB tool (LIMS)

STREAMLINE

Reason of this implementation in LIMS in 2008: MX Beamlines automation (sample changers)
=> |arger volume of sample and remote access experiments without users

For users

« Has my dewar arrived at or has left the ESRF and where it is exactly?

* Where is my sample among the 100 samples | packed?

« Need for an automatic link of the sample name to the data collected at the beamline

For the Safety
« Only samples validated by the safety (sample sheets) can be added to a dewar in the system

New feature added in 2017
For ¢ Payment of dewar transport by the ESRF: up to 3 per experiment (1 user or 1 dewar)
* Fa Declared in SMIS => passed to ISPYB

3 STREAMLINE has received funding from the European Union’s Horizon 2020 research and innovation programme under grant agreement No.
870313.




ISPYB — web interface EXI — parcel shipping

STREAMLINE
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ISPYB — web interface EXI| — parcel description
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A
Home Shipment Prepare Experiment Data Explorer Manager

N Shipment

psjes (V)

pajes (V)

Hame Lab Degano Date 10-06-2022 _
*3 send shipment to
Beanine ID30A-3 Status

According to the A-form, you are allowed to have 1 parcels reimbursed by the ESRF. Please use the Reimburse button to select/unselect the parcels to be reimb

From DEGAMNO-Dibit Fondazion Courier company 278174 Allowed Reimb. parcels

Return address DEGANO-Dibit Fondazion Biling Reference Fedex Reference

Content (1 Parcels (1 reimbursed selected out of 1 allowed.) - 117 Samples - 58 Measured © Add Parcel A Impi

Name. Dewar Degano (R}
Status: processing
# Location: ID30A-3
CPS5-3945 CPS 3946 CPS 3947 CPS5-3943
Storage: STORESN

Comments: DHL Courier for return Courier account # 105832868 Billina reference Osoedale San Raffasle srl Customs value 100 Transoort value 100

* ok

870313.

Mame:

| LSS

Home

Shipment

N Shipment

CPS 3942

Prepare Experiment

Data Explorer

A Sample name field is mandatory and no special characters are allowed

A\ Protein + sample name should be unique for the whole proposal

Manager

Help

#
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Protein
Acronym

vUNH
vUNH
vUNH
vUNH
vUIHH
vUNH
vUNH
vUNH
vUNH
vUNH
vUNH
vUIHH
vUNH
vUNH
vUNH
vUNH

Sample
MName

Scitkpo75PS55_1
Scitkpo75PS55_2
ScitkpoTSPSS5_3
Scitkpo7SPE55_4
Scitkpo75P555_5
Scitkpo10PSS5_1
Scitkpo10PS55_2
Scitkpo10PS55_3
Scitkpo10P555_4
Scitkpo125P555_5
Scitkpo125P555_6
Scitkpo125P555_7
Scitkpo125P555_3

Scitkpo125P555_9

Scitkpol25P555_10

Scitkpo125P5S5_11

Pin
BarCode

- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined
- undefined

- undefined

undefined

Crystal Form

Q

Exp.
Type
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ISPYB LIMS: Tracking of samples
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Sample tracking on non MX beamlines

STREAMLINE

Covid-19 Pandemic in March 2020 (lockdown in France)
Aim post upgrade refurbishment (2019 - mid 2020): Beamlines operational for Users in August 2020

— Run of experiments in full remote: no user allowed on site

!

« Need for a sample tracking tool system (for general organization but safety requirement too)
« Need to adopt the safety sample sheet system (equivalent to structural biology safety sheets)
... and this in a couple of months and for all beamlines!

LIMS system in place for non MX beamlines: ICAT mmp Sample tracking v1 in ICAT
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Remote access for non MX experiments — sample tracking

STREAMLINE

E-MAIL USER PORTAL
Mail-In and Remote Safety: Remote Access Declare Sample Sheet(s)
Experiment Protocol Training & Ancillary Equipment
1 in your Parcels

Send to Create Sample Sheet(s)
- Local Contact
= Safety Group

Request Safety Approval

1 oK HE

Fill in A Form

1 Print ESRF Labels
ﬁ & Affix to Parcels

!

=2 Sendto
ESR

Declare Ancillary
Equipment & Conformity
Certificates

!

<] Send to Safety Group

P-.
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STREAMLINE

Data portal ICAT & sample tracking

Shipping

Default sender

& Earsbitar
S 17345367
B guayauilEf
& EscuslaSup
Viz Perimet
124365amt
ECUADOR

Parcels

* ok

Data Portal M™yDate OpenDets ClosedDeta  Shipping- My Beamlines -

parcell
M¥-2113 - - CML
status: g SCHEDULED LSS+ REQUEST SAFETY CHECK
Parcel info
Deescription: Mo description.
Storage iopc

- PPlease ensure you reply correctly to this question after conz
o1 safaty referent andfor the transport company:
LT

This question i= for ESRF intamal use onby - you must corrs

parcel in the official transport doouments

OUTWARD-BOUND ADDRESS LABEL

AN fo the parcels confainer

FROM:
Extra-bitter Guayadquil

Escuala Suparior Politécnica

Via Perimetral &
12456 SAMBORODON
ECUADOR

Phone: 12345367

Parcel name: parcell
Shipment content: 1 parcel
Proposal MX-2112
Beamiine: CMD1

Zession starf date:  06-03-2020
Local contact:

# Log out Stéphanie MONACO

To: ESRF Stores
71 avenue des Martyrs
38000 GRENOBLE
FRANCE

Phone: +33 (0)4 76 86 2733
Fax: +33 (04 76 BB 2347

Storage conditions: In freezer (-80°C)

Does the parcel contain dangerous good:

¥ou will not b= able to edit your parcel afterwards !

inciitha of e back of tha oumbauwnd Acdresss [Ehel or Insite e Pancars comaine:

FROM:

ESRF Stores

71 avenue des Martyrs
38000 GRENDELE
FRAMCE

Phona: +33 (0} 7 88 2733
Fas: +33 (04 76 88 2347

ESRF

RETURN-BOUND ADDRESS LABEL

Parced name parcel
Proposal Mx-2112
Beamiine: CMO1

Seszzion start dafe:  08-03-2020

TO:

Extra-bitter Guayaquil
Escuela Superior Politécnica
Via Perimetral 5

12456 SAMBORODON
ECUADOR

Phone: 12345367

™

Storage conditions: In freezer (-80°C)
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In summary : 2 sample tracking systems at the ESRF
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Structural Biology beamlines Non Structural Biology beamlines

ISPYB (LIMS for SB) ICAT (Data Portal)

(Collaboration with EU facilities) (Collaboration with EU facilities)

» Access to ISPYB from User Portal « Access to ICAT from User Portal

« Sample sheets in User Portal - only visible « Sample sheets in User Portal- only visible
from LIMS if validated by Safety from LIMS if validated by Safety and

belonging to A form (declaration form) of
that session
e Sessions from User Portal e Sessions from User Portal

« Creation of Shipment /parcels => labels Creation of Shipment /parcels

« 2nd Safety Validation => labels

« 2D barcodes used for parcel location « 2D barcodes used for parcel location
tracking tracking
« Email notifications for various statuses of - Email notifications for various statuses of

parcel (sent, received, new location..) parcel (sent, received, new location..)
« Sample tracking (link to data measured) Parcel tracking containing samples

Situation today: Same IT team that maintains both systems and wishes to merge them...
Specifications of V2 of sample tracking in ICAT will start soon
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