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Introduction

The knowledge derived from structural databases is used worldwide in research,
education and structure validation. One key area where databases can help the
community set standards is through interactive deposition processes. At the CCDC we
have made changes to our online deposition service to facilitate this and in partnership
with FIZ Karlsruhe have extended this service to cover data in both the Cambridge
Structural Database (CSD) and the Inorganic Crystal Structure Datalbase (ICSD). During
deposition the CCDC can help researchers adhere to best practices by requiring data to
be in standard file formats and by mandating or at least encouraging the inclusion of
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1) Policy purpose

€ Add Publication @) Enhance Data @ Review
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Given its role conserving, curating and disseminating data since 1965, the Cambridge Crystallographic
Data Centre (CCDC) endeavours to maintain its high standards of data preservation and management. In
this regard, the objective of this preservation policy is to outline the standards and procedures which
the CCDC aims to uphold in order to guarantee the long-term preservation of data deposited and stored
at the Centre.

Joint service Syntax checking

Please include structure factor data for all structures.
Files should be in CIF, FCF or HKL format and may be included in a ZIP file

File contents Structure 1.cif

2) Repository purpose
CRYSTALS ver 12.50 The Cambridge Crystallographic Data Centre exists to support the advancement of structural chemistry
worldwide through the development of the Cambridge Structural Database (CSD), and related software.
This objective is underpinned by CCDC’s dedication to the promotion of chemistry and crystallography
for public benefit by providing high quality information services and resources to be used for research,
teaching and learning.

No Structure Factor Data have been uploaded

Structure Factor Data are an essential part of the
deposition. You should click ‘Go Back’ to add Structure
Factor Data to your deposition.

Reason why your deposition does not include Structure
Factor data:
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Deposition guidelines
The CCDC CIF Deposition Guidelines

When preparing your CIF for deposition please include as much information as possible and check it carefully. This is
especially true for C50 Communications where there is no paper to describe the chemistry and exparimental details
leading to your structure. If you choose to publish your data as a CS0 Communication please remember to provide all
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All experimental CIF files (including those from powder diffraction experiments) should contain an R-factor. This should

guiding principles
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My Structure Details

« ShifttESD (to show that the refinement has converged)
« Explanation of any problems with numbers of reflections and parameters

« Any residual electron density
+ Details of squeeze/zolvent masking

= Atomic Displacement Parameter (A0F) values
» Temperature — cell and data collection temperatures match
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Wilkinson, M. D. et al, The FAIR Guiding Principles for scientific data management and
stewardship, Sci. Data, 2016, 3, DOI: 10.1038/sdata.2016.18
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