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Why?
Funding Body Viewpoint
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8. RCUK also notes that one of the benefits of digitisation and publication in digital
formats is the ability to provide access to primary research data alongside the
traditional article:; and 1t shares the Select Commuttee’s and the Government’s view
that the data underpinning the published results of publicly-funded research should be
made available as widely and rapidly as possible. For a number of years., Research
Councils including the AHRB. ESRC and NERC have funded data centres and
services which are responsible for preserving, managing and providing access to
research data: and these Councils have well-established policies and procedures for
preservation and access. CCLRC 1s currently leading cross-Council consideration of
how policy and practice need to be developed with regard to the curation of the data
created through the research projects they support. Further work is needed to develop
a common framework of policies and procedures for determining what sets of data
are collected, whether in university or in Council-run reposifories or elsewhere; and
how and on what terms they are made accessible to the research community and
others




1; Why?
Curation in the Laboratory

“Data from experiments conducted as recently as six months ago
might be suddenly deemed important, but those researchers may
never find those numbers — or if they did might not know what those
numbers meant”

“Lost in some research assistant’s computer, the data are often
irretrievable or an undecipherable string of digits”

“To vet experiments, correct errors, or find new breakthroughs,
scientists desperately need better ways to store and retrieve
research data”

“Data from Big Science is ... easier to handle, understand and
archive. Small Science is horribly heterogeneous and far more vast.
In time Small Science will generate 2-3 times more data than Big
Science.”

‘Lost in a Sea of Science Data’ S.Carlson, The Chronicle of Higher Education (23/06/2006)



Why?
1; Publishing and the Data Deluge
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Publishing Data and Information Loss
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1; Separating Data from Interpretation%
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Data capture and curation at the point of
generation in the laboratory

The Repository for the Laboratory — R4L

R 4L Repository for
the Laboratory




Laboratory IRs and Information
Management
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The R4L Repository

Create new compound Add experiment data and metadata
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Data dissemination and curation by the
scientist and host institution

eBank-UK and the eCrystals Repository
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’; Metadata Publication

» Using simple Dublin Core
* Crystal structure
* Title (Systematic IUPAC Name)
* Authors
« Affiliation
 Creation Date
 Additional chemical information through Qualified Dublin Core
« Empirical formula
* International Chemical ldentifier (InChl)
« Compound Class & Keywords
« Specifies which ‘datasets’ are present in an entry

* DOI http://dx.doi.org/10.1594/ecrystals.chem.soton.ac.uk/145
* Rights & Citation http://ecrystals.chem.soton.ac.uk/rights.html

* Application Profile http://www.ukoln.ac.uk/projects/ebank-uk/schemas/



Metadata and Data Quality Contro

Data manipulation toolbox _
checkCTF it ASSOClated Metadata

= i g
shnk T ey o comRe I gy of Tl i [ 4
bt s et ey b TF et ( ( ){ g e e A
Firur opirad prr CTF mamg e doorw bt 01 3

i v i wr Wniwersity T kr

ERAOE ] of Bouthampeon Crystal Struciure Repor Archive———_ - L g

Erlert o of ek C1P rpan ﬁ |
e P s A s M s g Prgivind  lew fams Il

EETWL CHOF

Core Bibhographkc iInformation

Fbomas st b blsograp - cisi sty cepomi Frads s vl n® e sk k. rus b il ol bukor v doponndibs
SCCRpENT

o« Prwres - Sews e Lo | et = |

T &F Corpporsnd ©
The 1y o fop Carmpromd
Eamrgen Byl oy i e
Fie Frdgp
X S Laar dres - Seioromni O
alati Linka o T o et B I Eafiziaiivaling
[T O G raar i o e e on o T g g U S o R o L Dk i oss Dpac mmoe
X s &
Sowrpis ad (Waedf |
WA E SRS B |..-|.|.|.-!-. [ T ST
¥ [y Frpien el
O GRS [Bimen 4 Wb imleasiaton anuk = F
EEE S Y L=
w0 |E'ul-|-—|==-'_-| | v | Lol o i
] antad T =
T PTA sy e I
TP ks P Y
T a6 gy O
b1 o Ea
i 0 s
iginad Frn | 1
H dirala D B 1A
" M_m:.-r-uull L TR
s | i

Ernpiicnl Formrals

Tha barmug o g Frvmperad Mourspunp il et o pmy v o e o e ey § b

g ormrodied Keyaso s

oyl Leaap gy by | chec sy By (e o gy

Format conversion

Auw P Prag Hey Aamlh P T rms Logzem = | g4
- Opan Batsl Trarbiter i G

R | Thea £y o -

Wutamd i

a

[ e JM*_JH“?#J.J_I-L (I EFRTS

Uty g L L M VORI sl i 0




Laboratory Data Management and
Archive
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Institutional data repositories and
harvesting, aggregation and curation
by data centres and third party
services

eBank-UK Phase 3 — The eCrystals
Federation




The eCrystals ‘Global Federation’ Mode
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1; Exploring the heterogeneous
landscape of data repositories

Uiniveraty, L i b b ;‘.
ﬂ.ﬂfﬁuﬁw Crystal btr_yg ire ﬂep%:_ ,

-

* Different software platforms

Reéiprocal Net .
 Different administrative domains

The University of Sydney

- Different Institutional structure { & ccLRrC

* Institutional vs Subject repositories {

» Data Repository Interoperability



Preservation and curation
by data centres & Institutions

r;-f-‘ Institution Library &
= Information Services



addition and curation by data centres
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1; The relationship with (conventional?
publication protocols and procedures

* Discipline-based publication &_%
Hucr
* Domain-based publication RSC
@
* Open Access publication &

Chemistry Central



Aggregation, linking and informati
provision by third party services
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