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What is ISPyB ?

- ISPyB

Information System for Protein crystallographY Beamlines

Solange Delageniere, MIS group, ESRF
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What IS ISPyB?

What:

ISPYB is a Laboratory Information Management System (LIMS) linking samples to
their corresponding data. It is based on a dynamic web application using a MySQL
database.

How:
Access to ISPYB? http://ispyb.esrf.fr

To log -in: user account or experiment account

Why:

it has taken a more important role over the years : to face the deluge of data coming
from our detectors, to keep and exploit metadata

MX: ~2K data collections from MX beamlines in 2005, ~ 107K in 2013

Bx: 980K frames collected, 26K data collections done, 1170 HPLC, 4186 Sample Changer
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What IS ISPyB?

History

2001 - 2005: Pxweb ( ex peri ment r ep ok only) ééé.
2005 - 2009: ISPyB (experiment reporting & much more) o I

Col laborations C Jomog ¢ ugm | EE
2012: BioSAXS extension; Bi“Structy

Collaboration between ESRF, EMBL HH & DLS

2014: coll aboration with SOLEI L : Gentl|l eman

FYNCHROTRON

SULEIL  EMBLEH MAXIV
Where are we today ?

ACurrent ISPyB & ISPyBB version :

b sisteiale
kool L EMBL iz SULEIL MAXTV
S F Ll ) YEARS "agane® SYHCHROTRON LABORATORY

AOther ISPyB versions : synchweb, synchlink; ISPyBB (2013); old ISPyB MX (2010)

diamond
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What IS ISPyYB : a Laboratory Information Management System

Reporting
Data mining

Online data
analysis

Samples
shipment

Experiment
preparation
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. ISPyB Features & Modules

EXPERIMENT PREPARATION
Link with Logistics lab Sample Experiment s
/’ User Portal contacts management set-up
%)
g DATA ACQUISITION T EXPERIMENT LOGGING
o
.E
O » SAMPLE .
D — CHANGER WORKFLOWS HPLC é
©
-E ONLINE DATA ANALYSIS
g\-> AUTOPROC: ABINITIO DATA MIXTURE RIGID
c GrenADES, EDNA REDUCTION ANALYSIS BODY
(@)
@)
REPORTING / EXPORT DATA
PDF STATISTICS WS PDF ZIP WS STATISTICS
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Information &ystem for Profen crysfallegrophly Beamiines

* ISPyB Overview
* Latest ISPyB News
* References Login
* Get Firefox |

3
Need help Password () If you want to subscribe to the
i ’ ISPyB-news mailing list, click here.

If you encounter any problems within ISPYB

(*): Your beamline proposal password is now randomly generated. You can retrieve please contact us at IspyD@EsrTIr
this password from your A-form, login to the ESRF User Portal webclient here

Please note that for maintenance purposes
ISPYB may be stopped every MDT Day
(Machine Dedicated Time), usually Tuesday, at
any time between 10am and noon

[ Login ] [ Reset ]

10D AN SYNCHROTRON

ESRF | EMBL | BM14 | SPINE | MSD | Diamond | SOLEIL | EMBL | MAXIV

Copyright @ 2004 ISPyB All rights reserved.
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' ISPYB Overview
* Latest ISPyB News (@ esrf)
* References Login

Please note that for maintenance purposes, |[5PyB

3 .
Get Firefox IE"JI'IET may be stopped every MDT Day (Machine Dedicated
’ MNeed hElp Time), usually Monday, at any time between 8am
and noon

s EMBL

ESRE /105 e diamond S S LEIL MAXTV

SYNCHROTRON

LABORATORY

Copyright © 2004 15PyB All rights reserved.
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Informahon 6ystem for Protein :ﬂphl’w Beamiines

Welcome

Select the proposal you want to work on :

Proposals
Proposal

= SAXS
MX415

= Mx
IN906
INS32
IN679
IN905
MX415

MX410

Title

TEST

Anabysis of strain and Ge concentration on electronic substra...

EDDAM project

XRT on various foods products

3D characterization of a catalytic membrane based on PLI an...

TEST

TEST PROPOSAL FOR. C5-MIS GROUP
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Type

SAX5

MX
MX
MX
MX
MX

MX

8]

Bl 8le 88 8
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ISPyB @ SOLEIL: How to log in to ISPyB with user credentials instead of proposal one

. 1. Loginto SUN set (User Office web application) with user
credentials
S LEI L How Preparing Laboratories Safety User
your support requirements Beamlines ice . . .
SYNCHROTRON submit_|_experiment | _rcitis e - . Access to all proposals of connected user with given role(s)
2. Click on proposal number that you want to run in ISPyB
Registered SUN set user login
Log on ISPyB successfully by means of servlet filter
Please type your SUN set username and password to enter
Attention : Fields are case sensitive No regression in the Code

Username: sbc
Passmoed: (ssasese . direct log on with proposal credentials is still possible
V{b ¥

Don't have a SUN set login vet? Sign up for an account : Click here . . .

Don't remember your SUrvlgsg:usernimepand,’ur password? : qicl-chere 3_ Automatlc redlrectlon to ISPyB

Don't have an Umbrella login yet? Sign up for an account : Click here . X

(no need to enter again credentials)
Connected as: - Time: 2015/03/23 - 11:17
‘ Note:
to embed Any facility involved can make use of this feature
S L EI L How to submit Preparing your experiment Laboratories support facilities ‘ Safety requirements Beamlines User Office
SYNCHROTRON ;

« Proposals List

{i¢ Home
i fing here - m m Filter ~ 4~ 4 (1% 9 Default ~

.2| Proposal Management Enter search
Status ; [ |Accepted [T|Declined [7]DIR Review [7|Finished [7|PRC Review [|Submitted [7]Editing

Proposals list

.4 Experiment data Total Nb of props: 2
SOLEIL Data Retrieval gk Create * @/Help 4 1-20f2 » H 20 (] # Export [+ Add Columns
A Personal Management Proposal® General title BAG coordinator or 1st Beamline Status Type Safety
I e e D main proposer :;anll;lenﬁded !
About Q #f X 20130034 Observation of Total SUN Eclipse @ SOLEIL  Mr. CHADO Idrissou PROXIMA 1 Editing TransNational Access EU
LogOff d} 20100077 Butterfly effect inside 1SPyB Mr. CHADO Idrissou SWING Accepted Standard -

iz LoyE Connected as: CHADO Idrissou - Time: 2015/03/23 - 11:18

The European Synchrotron | ES
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ISPyB @ SOLEIL:

Logoff bx20100077 (Mr. Idnssou CHADO
TEST SERVER on LOCAL

<> ISP}rB

Information 6ystem for Frotein crystallography Beamines

Shipping Prepare Experiment Data Acquisition Explore Your Results Feedback

Welcome to User : bx20100077

In case of problems when creating shipments/samples, update ISPyB database (this may take a few minutes).

Shipping Tab

Prepare Experiment Tab

Click on this tab to deal with the samples you are planning to send by courier.
You will be able to:

Define an shipment, containing stock solutions and cases

You will be able to retrieve information about the shipments and cases

Currently your proposal contains:

0 Stock Solutions
0 Shipments

Data Acquisition Tab

Click on this tab to deal with data concerning your samples

You will be able to:

Create new samples for experiment: samples description will be based on the
protein you have submitted through "samplesheets”.

Define the buffers you plan to use for data cellection

Program data collections with the sample changer

Currently your proposal contains:
11 Macromolec ules

0 Buffers

0 Exp. Templates

Explore your results

Click on this tab to deal with the data collection you perform on your samples
You will be able to:

Retrieve infermation about a particular session

Retrieve information about a particular data ceollection

Retrieve information about a particular session

Retrieve infermation on the results from the data analysis pipeline

Currently your proposal contains:
2 Sessions

0 Calibration

0 Static. Exp.

0 HPLC Exp.

ESRF | EMBL | BM14 | SPINE | MSD | MAX IV | SOLEIL
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Click an this tab to deal with the data collected for your macromolecules

You will be able to:

Find all data collections you did for a macromoelecule and an estimate of their
quality

Compare results from different collections and sessions

Currently your proposal contains:
0 Data Collections

The European Synchrotron | ESRF



. ISPyB Features & Modules

EXPERIMENT PREPARATION

Link with lab Sample Experiment

Logistics :
User Portal 9 contacts management set-up ©

N\

\

Common to all techniques

. . . The European Synchrotron | ESRF
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What IS ISPyYB : creating and filling in shipments

EXPERIMENT PREPARATION

Samples &
shipments

13

Upload from Excel, or csv

Create shipment

01.12.3005 D14 &

or fill on line

1

ol @

14

Puck Information R
Shipping: ship-20131202
Dewar: Dewarl

Puck: Puckl

Create Puck

Image Name on the beamine =

Required information
Optional but highly recommended
Optional

D

H Save & Reset [V] Change sample name automatically

Sample
Position

Protein
Acronym

Space
Group
"tryp -P2 "p2

v
t2-p21 v P21

P4 - Unaennea
P4H - C2

PDIM20 - Undefined
pfk - P6122

Prot_K - P43212
RBCX - Undefined
SAHase - Undefined
SCPX - Undefined
SeDJ-1 - Undefined
SMhAGS3 - Undefined
SOD - Undefined

t2 - C222

t2 - Undefined

t2 - P21 =

-

W W N ! AW N e

-
1=}

Sample
Name

'sampIeO 1
'sampleOZ
'sampIeD 3
'sample04
'sampIeO 5
'sampIeOG
'sample07
'samp|308
'sampIeOQ

'sample 10

Pre-Observed Needed

resolution

E F G H I 4 K L) o P Q R S T
i g Anomalous Unit Cet ‘gamm| :;
Pin Baroode Experiment Type Soatterer b o apha beta 2 . | Comments
'0SC [ (50.00]90,00[90.00]80.00] Tryion 150p-0.05 ; size-60 ym
OSC lylon &
0SC on
0SC iylon
0SC yion
(=3 yion
0SC yion
0SC lylon
0SC yion
0SC jon
<Protein Acronym>-<Sample Name>_<Run Number>_<image Number>
Osdillation Experiment Unit Cell Unit Cell Unit Cell Unit Cell Unit Cell Unit Cell
resolution Range Type a b c alpha beta gamma
4 "o " Default "o "o "o "o "o "o
K "o % "75.6 " 107 "101.9 "s0 "103 "50
0sC
0osc
0osC
0sC
0sC
0osC
0sC
0osC

Copyright © 2004 ISPyB All rights reserved.
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. What is ISPyB : creating/retrieving lab-contacts

Information Gystem for Protein crstallogrophy Beamlines

- ISPyB |V

»* |abcontacts ® Create ® LabContact

Shipmert | Samples | Prepare xpesment | _Data colection | Fesdback | o
* Create » LabContact i )
= LabContact -
F View Lreste s genenc Labiontact + (Informations retrieved from ISPYB database)

= LabContacts New/Eit abcontact e |

Scientist name

Scientist firstname

Lab-contact card
«card nams |MX Lab Contact-Lund University |
Contact person info

Family name MY Lab Contact
S'&amh Eﬂﬁtﬂ(‘.t First name Generic

Telephone |+46 (0145 22288 72 |

Fax [ |

Email |mx@ma xlab.lu.se |

Lab contacts _
Lah name |Lund University
Box 11322100

Lab address [*] A

*] address must fit in the text box without screlling

‘courier company for return (if MAXIV sends a dewar back) l:l

Max IV : created in DB Billing reference .

. Average Customs value of a dewar (Eura) l:l
ESRF, EMBL, SOLEIL : retrieved from SMIS swersge Transport value of a dewar [Euro] l:l

EXPERIMENT PREPARATION
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EXPERIMENT PREPARATION

: Shipment & dewar tracking

Dewar location tracking

Communication between users / ESRF staff

Dewar description (beamline, local contact, user address)

Logistics :
Dewar tracking

Labels automatically filled in

Automatic email on arrival / departure at / from the ESRF store

Dewarl history view

CESRF .

0306217

TO: ESRF Magasin

6 rue Jules Horowitz
38042 Grenoble
FRANCE

Tel: +33 (0)4 76 88 2733

ESRE

+33(0}4 76 88 7352
Fax: 433 (0}4 76 88 2347

| parcet laber [oowart

[ shipmentname  [ishipTest

I Number of parcels [y

Proposal number  |ux415

Beamline 1D23-1

Experiment date  |20.01.2013

Local contact MONACO S

Label Dewar1
Barcode ESRFO307711
e Average customs values (Euro) 50 Dear User,
Average transport values (Euro) 50
BTN e R M5 Your parcel Dewar3 (Proposal: MX1689, Session date:
Outhound courier 16-03-2015, Shipment: MXIEBB_I DSOA—B_IEOSIS, Barcode:

Outbound tracking number ESRF0307753) has left the ESRF and has been sent to your lab by

Date Status  Location TNT (Tracking Number: 887507323) on 18/03/2015 at 1:40 PM

03-03-2015 11:06 ready to go (GMT+0100).
05-03-2015 15:15 at ESRF
06-03-2015 08:16 processing

THIS WAY
up

Don't hesitate to contact us at dewar-stores@esrf.fr if you

encounter problems with its transport.

MONACO Stéphanie
ESRF
6 rue Jules Horowitz

France

FROM :  (Lab-contact sending)

Tel: 33(0)4768820 84 Fax:

09-03-2015 14:16 ready to go
09-03-2015 14:18 ready to go
10-03-2015 10:26 sent to User

HANDLE WITH CARE
DO NOT DROP

Best regards

The ESRF stores

14

Return courier DHL
Return tracking number 9111235954
=

ICAT F2F meeting : Whatis ISPyB ? | March 31st 2015 | Solange Delageniere The European Synchrotron | ESRF



What IS ISPyYB : Preparing MX experiment

EXPERIMENT PREPARATION

Experiment
Set up

16

Prepare your experiment:

1- Select the dewars you want for processing.

2- Fill the sample changer: assign a location for your containers (only required if not using Damatrix codes)

3- In MxCuBe, link the samples in the container to the crystals in the Sample Changer.

€] O[ Next step: Link Samples in mxCuBE I

This step is not required if you are using Datamatrix code on your samples pins.

Shipment
name

ship-20141114
ship-AR
ship-AR
ship-AR
ship-AR
WF-realXtals
WF-realXtals
WF-realXtals
WF-realXtals

WF-realXtals

Shipment
creation date

14-11-2014
03-09-2014
03-09-2014
03-09-2014
03-09-2014
24-03-2014
24-03-2014
24-03-2014
24-03-2014

24-03-2014

Dewar
label

Dewar1

Dewar1

Dewar1

Dewar1

Dewar1

dewar1

dewar1

dewar1

dewar1

dewar1

Dewar

ESRF0306914

ESRF0306914

ESRF0306914

ESRF0306914

ESRF0306413

ESRF0306413

ESRF0306413

ESRF0306413

ESRF0306413

Container
code

MASSIFSAD
puckMD
PuckMeike
puck-GG
puck-22
AAADDBA-Cristiano
CNOB5A-Emi2
AA3T4A-steph2
CB340A-Steph

CFO42A-A7

Save

Container Container #
type capacity sam

Puck 10
Puck 10
Puck 10
Puck 10

Puck 10

=
M2

Basket
Puck
Puck
Puck

Puck

Containers to load in sample changer

Beamline
Location

D30A-1 -
D231
D231 -
D23-1 -
D231
D29 hd
D29 A
D29 -
D29 -
D29 -

e Changer

0 -0 —
=}

L
4

— o
4 L]
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What is ISPyB : Preparing BioSaxs experiment

Samples imported
Macromolecule from SMIS

Definitions or manually added

Apriori sample information:
PDB, sequences, stoichiometry, etc...

EXPERIMENT PREPARATION

ISPyB files/data as
input of some of
the Online Data
Analysis Tools
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