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Validation

Comparison against a set of test criteria:
Are all the usually expected data and information present?
Are related parameters consistent? 
Is the space group correct?
Has the refinement converged?
Are the assigned atom types correct?

BUT there are limitations e.g. 
Test is not yet implemented or is not practical in these 

circumstances
Error is not a validation issue
Mistake cannot be detected from data in CIF
Nonsense entries in CIF



checkCIF

For crystal/molecular structures 
with a small unit cell

all structures processed by
checkCIF upon article submission 
and the resultant report 
scrutinised during the peer review 
process
structure factor files also now 
analysed with checkCIF during the
submission process
checkCIF reports are published as 
supplementary documents for  
Acta Cryst. E articles

http://journals.iucr.org/services/cif/checking/checkfull.html



publCIF
Desktop CIF publishing editor, validator and 
formatter for small-molecule, powder, 
modulated and incommensurate structure 
CIFs. Available for Linux, Microsoft Windows, 
MacOS X

CIF and preprint are presented side-by-side 
and can both be edited. Changes made to 
one are applied to the other as the user types.

Use publCIF to:
add required data items using simple wizards 
that check input and access both dictionary 
information and data used in previous CIFs
write paper using a word-processing environment
prepare standard and customized tables
check CIF for both syntax and completeness
print or export preprint of a paper
check references
store or retrieve author details from a local database

http://publcif.iucr.org



publCIF

http://publcif.iucr.org



printCIF
printCIF takes a CIF and 
prepares a formatted paper 
(preprint) in the style of 
Sections C and E.

Use printCIF to
●create HTML version of article
and supplementary information 
with live Jmol visualization of 
molecular geometry
create PDF version of article
●create PDF version of article and supplementary document
create PDF version of supplementary material
run online checkCIF validation
 visualize structure in Jmol
http://publcif.iucr.org/services/tools/printcif.php



Enhanced figures

Create Jmol enhanced figures
prior to submission 
during submission 
from submitted CIF 
from other uploaded CIF
from published structures
from structures deposited in PDB
Inorganic, metal-organic or
organic structures

biological macromolecules
multiple views specified by author
supports arbitrary Jmol scripts

http://submission.iucr.org/jtkt



Submission

Initial upload requires only CIF, 
e-mail address and category

Authors agree to pay open 
access fee or enter details of 
their waiver voucher

CIF is then validated with vcif and 
checkCIF and checked for 
previous submission or publication

If the CIF raises any level A alerts 
that have not been “justified”, the 
system displays (and e-mails) a 
report to help the author correct or 
justify the relevant alert



Duplication type: exact

Status Action

Tracking, review, 
production, published

Refuse upload and refer to support

Rejected or withdrawn
Refuse upload and refer to support unless 
submitted to a different journal (in which case 
pass details of previous Co-editor number and 
journal to new Co-editor)



Duplication type: nearly identical (formulae, 
authors, cell parameters, R factors match; files differ

Status Action

Tracking, review, 
production

Ask if a revision and for Co-editor code of the 
paper; redirect to revision page if answer matches 
duplication result.

Rejected or withdrawn
If submitted to same journal, tell authors their 
submission is similar to a previously RJ or WD 
paper, ask if they wish to continue, ask them to 
justify publication, redirect to original Co-editor. 
If submitted to a different journal, pass details to 
new Co-editor.

Published Inform authors that their submission is similar to a 
published paper, ask if they wish to continue, ask 
them to justify publication. Authors will need to be 
given a link to the abstract page of previous article.



Duplication type: rerefinement

Status Action

Tracking, review, 
production

Ask if a revision and for Co-editor code of the 
paper; redirect to revision page if answer matches 
duplication result.

Rejected or withdrawn
If submitted to same journal, tell authors their 
submission is similar to a previously RJ or WD 
paper, ask if they wish to continue, ask them to 
justify publication, redirect to original Co-editor. 
If submitted to a different journal, pass details to 
new Co-editor.

Published Inform authors that their submission is similar to a 
published paper, ask if they wish to continue, ask 
them to justify publication. Authors will need to be 
given a link to the abstract page of previous article.



Duplication type: study on same 
compound

Status Action

Tracking, review, 
production

Allow upload, direct to same Co-editor that is 
handling the matching paper.

Rejected or withdrawn
Divert paper to the Co-editor who handled the 
original paper.

 Published Inform authors that their submission is similar to a 
published paper, ask if they wish to continue, ask 
them to justify publication. Authors will need to be 
given a link to the abstract page of previous article.



Duplication type: title match

Status Action

Tracking, review, 
production

Refuse upload and refer to support



Duplication detected

The system checks the article 
against an internal database to 
determine if the structure has 
previously been submitted to or 
published by the IUCr

A reduced cell check is 
performed

In addition, an automated check is performed 
against the CSD and ICSD

If a duplication is detected, the author is 
required to note why their article is worthy 
of consideration for publication



File upload

In addition to the CIF, the 
following files are required:

●structure factors
●at least one figure
●scheme (not inorganics)

Authors are also encouraged to 
upload a chemical connectivity file



Checking results



Open access

Authors are asked to 
agree to the terms of the 
open access licence at
this stage 

The fee is not paid until 
the article is accepted

For other journals, the 
authors are asked to transfer 
copyright



Co-editor selection

     Duplicate submissions are assigned 
to the same Co-editor who handled 
the original submission. Otherwise 
the author can choose any available 
Co-editor.

 



How Co-editor availability is determined

1. For duplicate structures assign to original Co-editor if 
active (even if quota = 0), provided category is correct.

2. Select available Co-editors (active, correct journal, article 
category, language). Determine the quota, number 
assigned this week and this month and the number of 
papers in review for each available Co-editor.

3. Select all Co-editors under quota. If none, drop the 
language test.

4. If still none, factor in the number of articles in review.
    Total review quota = quota * a journal multiplier 
    Discount Co-editors with more in review than number 

determined.
5. If still none, repeat with doubling of monthly quota.
6. If all else fails, assign to Section Editor



Review

Over to you!

A complete set of source data 
and some derived files are 
available to aid the review 
process including

●validation reports
●a “difference” file for revised 
submissions

●NEW! check for similar reduced cells in CIF 
archive



Reduced cell check

useful both for finding 
similar structures....

and for detecting suspect 
structures



Future developments

Structure factor checks to be included in initial 
validation of submission

PLATON tests continually added in response 
to new problems

Expertise requested for validation of powder 
data based structures and incommensurate 
structures

Possible interactive checking of values in the 
text

Feedback and help on improving tests is 
always welcome
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