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The long view

 |[UCr 60" anniversary

* Publication = make public / broadcast /
disseminate / ... / preserve

» Traditional journals = the historical record
of science

« ‘Datuments’ (value-added/annotated data
sets) are now also being ‘published’

* They deserve to be preserved also
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A second monoclinic polymorph of
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Key indicass

The title chlorosubstituted 2-aminopyrimidine, CyH,Cl,»
a sccond monoclinic polymorph of this compound which
crystallizes in the space group (2c. The structure was
previously reported [Clews & Cochran (1948). Acta Cryst. 1,
4-11] in the space group P2l/a. There are two crystal-
lographically independent molecules in the asymmetric unit
and each moleculke is planar. The dihedral angle betw

two pyrimidine rings & 30.71 (12)°. In the crystal structure,
N—H- - -N intermolecular hydrogen
bonds, forming infinite one-dimensional chains along the a
hydrogen bonds generate R3(8) ring motifs. The
stacked along the b axis

s are linked via

molecu

axis. T
chains are

Related literature

For bond-length data, see: / (1987). For details of
hydrogen-bond motifs, see: Bernstein 1. (1995). Forrelated
structures, see: the polymorph reported by Clews & Cochran
(1948); Low er al. (2002). For applications of pyrimidine
compounds and their supramolecular chemistry, see, for
example: Blackburn & Gait (1996); Brown (1988): Hurst
(1980); Goswami er al. (2008a,b); Ligthart er al. (2005); Sher-
rington & Taskinen (2001).
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Refinement

0.040

2584 reflections

Table 1

Hydrogen-band geometry (A, °).
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Data collection: APEX2 (Bruker, 205); cell ref
data red on: SAINT (Bruker,
structure: SHELX

structure: SHEL n
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XN5); program(s) wsed to solve

: molecular graphics: S¥
10 prepare material for publication: SHELXT
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* Presentation of structural
model

Data rich

Limited discussion

Routine science

Open access

Public ‘quality’ assessment
report (checkcif)
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E Enhanced figures: reader as investigator
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(@ ) Highlight none
() ) Highlight N4-methyl group
(o) Highlight propeneyl group

(@ ) Highlight N4-methyl &
propeneyl groups

] Atom labels

") Colour according to magnitude of
atomic displacements

[ Toggle disordered H-atom visibility

|Atom style

() Sticks
® 50% Ellipsoids
(O CPK Spacefill

Key torsions

O Torsion highlights off

O Highlight 029-C28- - -C2-041
torsion

@ Highlight 029-C28-C30-C31 torsion
O Highlight N4-N3-C28-029 torsion

Avoiding steric crowding of N4-
methyl and propeneyl groups may
be key factor in observed "key
torsions".

Figure 2 J mol enhanced figure of I. The default view shows the asymmetric unit which is the main residue depicted with a space-filling perspective. Several Jmol

view arficle

[button scripts are provided to highlight key

] and cry

hic features.

Jmol script terminated

«Data visualization and
Interaction as integral part
of a research article.

«|UCr journals archive
and provide access
(small-unit-cell structures)
to

« CIF

« Structure factors

« Rietveld profiles
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Why archive data?

» Build up knowledge base

 Allow reanalysis of experiment

* Provide ‘disaster recovery’ backup storage
* Re-analyse for new science

* Education/development material

» Detection of systematic error

* Guard against fraud
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What to archive?

 Completeness

* Quality

» Relative value in the processing chain
* Reproducibility

* Retrievabillity

» Cost
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Towards the Crystallographic Archive’

* White Paper
» Functional specification of a
crystallographic ‘meta-archive’

» Call for proposals

Drivers for crystallography:
eBank/eCrystals initiative (UK National Crystallography Service/U. Southampton)
2nd CrystalGrid Workshop April 26-28, 2007

imgCIF workshops (ACA Honolulu, July 2006; BNL, May 2007; BSR Manchester/
Diamond, August 2007; BNL, May 2008)

J. Appl. Cryst. (2008). 41, 659 [doi:10.1107/S0021889808008832] Of crystals,
structure factors and diffraction images Jovine, L., Morgunova E. and Ladenstein, R.

Crystallography
Journals

Online




Major considerations

* Purpose

* Policy

» Architecture

* Protocols and standards
 Economics
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Purpose

* Preserve and provide long-term access to
— Research articles (“record of science”)
— Unpublished research (theses)

— Structural data
* Refined coordinates, a.d.p.’s
 Crystallization information
* Processed data sets (structure factors)
« Raw data sets (e.g. synchrotron images)

— Computer software (algorithms)

— PhyS|Ca| SampleS Crystallography
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Policy

* Define community of interest

» Selection criteria
— What to preserve?
— For how long?
— Quality criteria
— Completeness
* Intellectual property and access rights

« Governance
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Architecture

* Federation
 Redundancy

» Cataloguing/acquisition
* Service provision
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Protocols and standards

Open Archiving Systems Reference Model (OAIS)

Open Archives Initiative protocols for metadata exchange and object
reuse (OAI-PMH, OAI-ORE)

RSS, ATOM

Data definition/exchange standards

— Crystallographic Information Framework (CIF)

— HDF/NeXuS

— nmrSTAR

— InChl, CML, JCAMP-DX

Publication standards (PubMed XML DTD)

Metadata standards

Metadata Encoding and Transmission Standard (METS)
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Economics

Non-profit publishers

Commercial publishers

Commercial databases

Publicly funded databases

Public research infrastructure budgets
Public research grant proposals
Voluntary effort

Industry

Paid service provision
Payment-in-kind arrangements
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