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DDDWG recommendations

2011-2017

IUCr DDDWG Recommendations (top two)

Aduthors should provide a permanent and prominent link from their article to
the raw data sets which underpin their journal publication and associated
database deposition of processed diffraction data (e.g. structure factor amplitudes
and intensities) and coordinates, and which should obey the 'FAIR' principles, that
their raw diffraction data sets should be Findable, Accessible, Interoperable and
Re-usable (https://www.forcell.org/group/fairgroup/fairprinciples).

AA registered Digital Object Identifier (doi) should be the persistent identifier of
choice (rather than a Uniform Resource Locator, url) as the most sustainable way
to identify and locate a raw diffraction data set.



https://www.force11.org/group/fairgroup/fairprinciples
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C|’[e provides persistent identifiers (DOIs) for research de
FIND, ACCESS, AD RESEDATE and other research outputs
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C Raw images data, powder data, processed data or papers

Raw data mostly: A Figshare
SBGrid A Dryad
A IRRMC A Mendeley

A Zenodo A DataSharddinburgh

A Universities of Manchester, Leeds, Bath,

A MX-RDRRepOD Aberdeen, Cambridge, St. Andrews, Strathclyde
Bristol, Cardiff, Utah

A Geological data



Raw data archive options for Chemical Crystallography

U Typical data set size (dependent on resolution and detector type): 100 MBB

U Do (service) crystallographers have the infrastructure to arcilivaw data?
A University repository
A Public repository
A Neutron/Synchrotron facility
A Hard drive/DVD/tape

U Funding agency adhere to Open Science policies:
A all research data should become publicly available



Raw data archive options for Chemical Crystallography

U Typical data set size (dependent on resolution and detector type): 100 MBB

U Do (service) crystallographers have the infrastructure to arcilivaw data?
A University repository
A Public repository ->Zenodo
A Neutron/Synchrotron facility
A Hard drive/DVD/tape

U Funding agency adhere to Open Science policies:
A all research data should become publicly available



Which raw data to archive?

U Data related to highmpact, complicated or remarkable structures wit
demanding structure solution and refinement
U Data with particular features, like (negmerohedral twinning,
multiple lattices, diffuse scattering, incommensurate modulation
U Data of from which the structure could not be solved



Where to archive?

Upload Communities

« Safe — your research is stored safely for the
future in CERN’s Data Centre for as long as
Chicago COVID-19 Response CERN exists.
This repository community collects research outputs and ir & Trueted — built and Dpera‘[ed b'_';.'r CERMN and
efforts in Chicago. Users are encouraged to upload their re! e
discovery of information. Although Open Access articles ar Dpen'ﬂ*lHE o ensure that el""rer'.'ﬁ'r[:'ﬁe can JDIH In
Curated by: saragon Dperl Science,
* Citeable — every upload is assigned a Digital
Object Identifier (DOI), to make them citable
and trackable.

Recent uploads Need help?
m View Contact us

Natural history specimens collected and/or identifled and deposited. L
Zenodo prioritizes all requested related to the

Richard Pyle COVID-19 outbreak.
Natural history specimen data collected and/or identified by Richard Pyle, https://orcid.org/0000-0003-0768-1286. Claims We can help with:
were made on Bionomia, https://bionomia.net using specimen data from the Global Biodiversity Information Facility,

* Uploading your research data, software,

https://ghbif.org. _
preprints, etc.




Upload Communities % Login -

000 ..
% COMMUNITIES created and curated by Zenodo users

‘ crystallography|

Want your own community? ‘ ‘

Showing 0 to 10 out of 8309 communities. 2Sort by ~ It's easy. Just click the button to get
started.

» Curate — accept/reject what goes in your
. . . "% community collection.
Coronavirus Disease Research Community - COVID- ¢ « Export — your community collection is
'I 9 automatically exported via OAI-PMH
+ Upload — get custom upload link to send to

This community collects research outputs that may be relevant to the Coronavirus Disease (COVID-19) or the SARS- people

CoV-2. Scientists are encouraged to upload their outcome in this collection to facilitate sharing and discovery of
information. Although Open Access articles and datasets are recommended, also closed and restricted access
material are accepted. All types of research outputs can be included in this Community (Publication, Poster,
Presentation, Dataset, Image, Video/Audio, Software, Lesson, Other).

View

Biodiversity Literature European Commission Funded
Repository Research (OpenAIRE)




crystallography

Showing 0 to 5 out of 5 communities.

Macromolecular
Crystallography

Macromolecular crystallography community: people
who use X-ray diffraction to gain insight into the
structure and function of biclogical macromolecules
such as proteins, DNA, carbohydrates & similar.

Curated by: graeme

Fragment based drug discovery
by X-ray crystallography

View

Fragment based drug discovery (FBDD) has become
an increasingly important tool for finding hit
compounds for difficult targets. The technique
utilises smaller than drug-like compounds to identify
low potency, high quality leads. Libraries
containing...

Clhicda T ~F 11 i FCovclich (bt el e -t

ASort by =

Structural Genomics
Consortium - Diamond Light

Source 104-1 XChem Fragment
screening by X-ray crystallography

Fragment-based screening is now well-established
as a powerful approach to early drug, or ‘lead’,
discovery. The principle is to identify weakly-binding
compounds (fragments’) by screening a limited
library of compounds, with resulting hits serving...

Curated by: SGC-DLS-XCHEM-104-1-FS

Chemical Crystallography

X-ray diffraction data for chemical crystallography,
including but not limited to data from 119-1 and 119-
2 at Diamond Light Source

Curated by: graeme

Want your own community? ‘

It's easy. Just click the button to get
started.

s Curate — accept/reject what goes in your
community collection.

* Export — your community collection is
automatically exported via OAI-PMH

s Upload — get custom uplead link to send to
people

Y m=1 oo 2e| =1 _




Chemical Crystallography

Recent uploads

Search Chemical Crystallography Q
View

Diffraction data for CCDC 2031535-2031545 and 2031863—-2031890. Claudetite | at
various temperatures and pressures

(& Gunka, Piotr A;

Diffraction data for claudetite |, monoclinic arsenic(lll) oxide polymorph collected at room and low temperature (single-
crystal diffraction data corresponding to CCDC 2031535-20311545) and at high pressure (powder diffraction data
corresponding to CCDC 2031863-2031890).

Uploaded on December 14, 2020

Published in CrystEngComm, vol. 23, issue 3, pp. 638-644

patase | open Access Ve
Diffraction data for CCDC 1949980-1949982

(5 Gunka, Piotr A ;

Diffraction data for: 10-hexyl-1-(10H-phenoxazin-10-yl)acridin-9(10H)-one 10-hexyl-2-(10H-phenoxazin-10-yl)acridin-9(10H)-

one 10-hexyl-3-(10H-phenoxazin-10-yl)acridin-9(10H)-one

Uploaded on November 13, 2020

2. New upload

Chemical Crystallography

X-ray diffraction data for chemical crystallography,
including but not limited to data from 119-1 and 119-
2 at Diamond Light Source

Curated by:
graeme

Curation policy:
Not specified

Created:
April 14,2016

Harvesting API:
OAI-PMH Interface

Want your upload to appear in this
community?

» Click the button above to upload a record



MNovember 13, 2020

Upload Communities

Diffraction data for CCDC 1515700

Gunka, Piotr A.
Project leader(s)

Kulszewicz-Bajer, Irena

Diffraction data for 8,16-dioctyl-8,16-dihydroacridino[2,1-alacridine-5,13-dione

Polish National Science Centre, Grant No. 2015/17/B/ST5/00179

Files (3.6 GB)
Name
pg99_lKulszQA 7z

md5:cdBB273f1871482ac1 268306804003 @

Q{b
< Citations @

Show only: Literature (0) [ Dataset (0)

O Citations to this version

Size

3.6 GB

Software (0) [ Unknown (0)

No citations.

[+3]

paast

& Download

# Login

13 1

@ views & downloads

See more details.

Indexed in

OpenAlRE

Publication date:
November 13, 2020

DOI:

Keyword(s):
Published in:
RSC Advances: 7 pp. 8627-8632 (14).
Related identifiers:
Supplement to
10.5517/ .csd.ccTmw6ks (Other)
10.1039/C6RA28567H (Journal article)

Communities:
Chemical Crystallography



CCDC Frzkasure  CSD Entry: JALNAO En

Simple Search Structure Search Unit Cell Search Formula Search
Your query was: Identifier(s): 1515700 and the search returned 1 record. Modify Search New Search
Results JALN/ 8
. Space Group: P 2 9( y 90
Database Deposition
& Identifier Number

v JALNAO 1515700

3D viewer Chemical diagram

£t :
P
JSMCe
Style Labels Packing Measure
' i o © View group symbols key
Additional details

Deposition Number 1515700

Data Citation Piotr Kurzep, tukasz Skarka, Malgorzata Zagorska, Piotr A. Gurnka, Marzena Banasiewicz, Boleslaw
Kozankiewicz, Irena Kulszewicz-Bajer CCDC 1515700: Expenmental Crystal Structure
Determination, 2017, DOI: 10. Ticcd

Deposited on 08/11/2016

Raw data DOI(s)

DOI 10.5281/zenod0.4271549




Carefully look at your dataDiaquobigsalicylatgcopper(ll)

Not ignoring diffraction features

Table 3. Experimental details for the orthorhombic setting. Table 4. Experimental details for the monoclinic setting.
Refined as an inversion twin. Contributions of the Refined as a rotation twin. Contributions of the ortho-
monoclinic structure removed from the structure factors rhombic structure removed from the structure factors.
Maolecular formula Cu(C7Hs0s)2(H20)z Molecular formula Cu(CrHs01):(H:0)z
Formula weight 373.79 Formula weight 373.79
Crystal system Orthorhombic Crystal system Monoclinic
Space group Pea2s Space group P2:fa
afh 7.65385(11) a/A 7.6558(2)
biA 11.7375(3) b/A 11.7408(3)
o/ A 31.5707(8) c/h 31.8085(12)

B/° 96.931(2)

::
034
021
024

A Reflections can be indexed in a
orthorombicor monoclinic lattice

A Structures could be solved for
h=even

Tb
032
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Random stacking faults

Croat. Chem. Act2018,91(2), 289t298

OD structure

On theblue
stacking lattice
the structure is
ordered



