
  

FROM SUBMISSION TO PUBLICATION



  

On acceptance

● The final files (CIF, 
structure factors, artwork 
etc) are moved from the 
submission system into 
the production area

● During this process, the 
artwork is processed 
automatically to be single 
column width and have 
the correct resolution

● checkCIF and PLATON 
are run automatically on 
the final accepted CIF



  

Technical editing stages

● nomenclature and formula checking

● artwork preparation

● use of publCIF to create an SGML file of the paper

● use of typesetting program 3b2 to create a proof from 
the SGML file

● incorporation of Section Editor and author corrections



  

Checking and producing chemical names for 
organic compounds



  

● Two chemical naming programs are used:
 (a) Marvin (ChemAXON; license to check 5000+ names per annum)
 (b) OPSIN (freely available as an open-source download; obtained as 
      part of the IUCR's ongoing collaborations with Peter Murray-Rust and the 
      Unilever Cambridge Centre for Molecular Science Information)

● There are two main advantages of using these programs:
 (a) greater accuracy in naming
 (b) the generation of CML (chemical mark-up language) files

● Initial automatic processing for organic papers uses the title and 
 chemical_name_systematic fields to generate schemes

● The chemical-naming software also outputs a systematic name based   
 on the scheme it has created and also outputs a CML file; the CML file 
 is included in the supplementary materials for the paper

● A comparison is made between the program-generated scheme and 
 the author scheme



  

Author versus program-produced schemes

Chemical name from the CIF

2-Amino-5-(4-bromo-3-nitrophenyl)-1,3,4-thiadiazole

Scheme provided by author                          Scheme created                                                                 
                                                                      by program                          



  

● If the schemes match, then the chemical name in the 
CIF is taken as being correct and the systematic name 
output by the program can be considered to be correct

● If the schemes don't match, then either the chemical 
name in the CIF or the scheme provided is incorrect. 
The ellipsoid plot can be looked at to determine the 
correct structure and the scheme or chemical name or 
both updated



  

Corrected CIF name and revised 
scheme
2-Amino-5-(4-bromo-2-nitrophenyl)-
1,3,4-thiadiazole

Chemical name created by program
5-(4-Bromo-2-nitrophenyl)-1,3,4-
thiadiazol-2-amine

The chemical name in the CIF can now be updated with the 
final systematic name and the CIF checked once more with 
the naming program and a final CML file created. The 
systematic name does not always need to be used, e.g. the 
name provided by an author may be an accepted trivial 
name.  



  

In cases where an author has not provided a useful name 
and where a structure is somewhat complex, e.g. a fused-ring 
system, then the chemical-naming program can be used to 
create a systematic name



  

For metal-organic structures, which are not well handled by the 
chemical-naming programs, organic ligand names can be input 
manually into Marvin for checking against the author scheme



  

In creating chemical names, the following are some important 
initial points:-

● identify the main group from the IUPAC table of principal 
 characteristic groups

 



  

● Alphabetical order of substituents 

● Correct nesting of parentheses, i.e. [ ( { [ (...) ] } ) ], exceptions 
 include fused ring systems, e.g. 3-(bicyclo[2.2.0]hexan-
 2-yl)benzoic acid, and coordination polymers, e.g. catena-
 poly[[(1,10-phenanthroline)zinc]-mu-2,2'-oxydibenzoato]

● Capital letter at the start of the name, ignoring stereochemical
 designators (R/S), conformational designators (cis/trans/E/Z), 
 positional designators (ortho-, meta-, para-) and terms such as 
 tert- 

● Usage of kappa (meaning coordination) and mu (meaning 
 bridging) nomenclature for metal-organic structures; omit kappa 
 notation if too complex or if it seems wrong or incomplete 



  

Future developments

● Substructure searching within the IUCr archive



  

● Replacement for the online 3D page



  

Handling of artwork

Colour images should have a resolution of at least 400 dpi (dots 
per inch) at final size, while monochrome images (black line art on 
a white background) and greyscale images should have a 
minimum resolution of 600 dpi.

               Colour, 400 dpi                         Greyscale, 600 dpi



  

Handling of artwork

A journal page has a two-column design, and most figures will be sized 
to fit a single-column width (8.85 cm) when published. In exceptional 
circumstances, figures will be sized to fit either part-page width (12 cm) 
or full-page width (18 cm).

Labelling should generally be roman (upright) and consistent with the text 
of your article. At the final published size, the labelling on the figure 
should be approximately 8pt.

Double column 
figure



  

Use of colour in figures

Colours should be chosen carefully. In the top half of the 
figure below, the colours chosen do not appear distinct when 
the figure is converted to greyscale, so either choose a 
different set of colours (lower half) or add appropriate 
labelling.



  

Use of colour in figures

Colour figures are accepted in   
Acta C, but remember that all 
figures will be printed in black and 
white. 

Figure captions should try not to 
mention specific colours used for 
differentiating parts of a figure. 

Colour can be mentioned as long 
as it is not the only way to see the 
highlighted item, 

For example, "A single long       
N3---H3...O6ii contact (Table 2; 
orange in the electronic version of 
the paper)...". 



  

Use of colour in figures

For this example, if labelling is 
present then the colour 
description is merely extra 
information; however, if there 
was no labelling the figure and 
caption needs to be adapted, 
e.g. "A single long N---H...O 
contact (orange in the electronic 
version of the paper), indicated 
with an arrow,..."



  

Chemical schemes

Chemical schemes should be complete, showing all species 
present in the structure, including counter-ions and solvent 
molecules in their correct proportions. Charges on ionic species 
should be included. The relative or absolute stereochemistry 
should be shown and should be consistent with the ellipsoid plot. 
Hydrogen bonding should not normally be indicated.



  

Chemical schemes

● Me for methyl
● Et for ethyl
● Pr for propyl (only in organics as it 

might mean praseodymium) 
● iPr for isopropyl/propan-2-yl 
● Bu for butyl, 
● iBu for isobutyl
● s-Bu for sec-butyl
● t-Bu for tert-butyl
● Ac for acetyl (only in organics as it 

might mean actinium)
● Ph for phenyl
● Cp for cyclopentadienyl (only when 

coordinated to a metal)

Others allowed but rarely used
● Ms for methylsulfonyl
● Ts for p-tolylsulfonyl

Not allowed:  py, Bz



  

Ellipsoid plots

● On a white background
● Labels should not contain parentheses [e.g. C1 and not C(1)] and 
should match labels used in the atom-site lists and text
● Labels should not overlap or touch ellipsoids or bonds
● Labelling should be roman and approximately 8pt
● The ellipsoid probability should be stated in the figure caption



  

Packing diagrams

Packing diagrams should show the cell-axis directions (labelled a, 
b, c) and the cell origin (labelled O, italic oh), but should normally 
exclude H-atom sites unless these are involved in hydrogen 
bonding.



  

Checklist

● Images are of sufficiently high resolution (at least 400 dpi for 
colour images and 600 dpi for monochrome and greyscale images)
● Images are an appropriate size
● Lettering on images is in a standard font and does not vary too 
much in size
● Colour figures will display satisfactorily when greyscale

The most important items that will help production in Chester are:-

● Chemical schemes contains all components
● Labelling on figures is large enough (8pt) and does not overlap 
any lines or ellipsoids
● Colour figures display satisfactorily when greyscale



  

Conversion of CIF to SGML

The technical editor usually edits the CIF as a text file 
before reading it into publCIF. Once in publCIF, correct 
mark-up is applied and reference checking is carried out



  

Technical editing manual

All editors in the Chester Office use 
the in-house technical editing or 
style manual. This outlines editing 
conventions and ensures 
consistency across the journals. 

Hyphenation

Hyphenated expressions: non-H 
atoms, X-ray 

Non-hyphenated expressions: cross 
section; well known method, well 
centred crystal etc.; R value

Adjectival phrases should be 
hyphenated

hydrogen-bond distances              
least-squares refinement 



  

Technical editing manual

Abbreviations

EPR electron paramagnetic resonance

EDX energy-dispersive X-ray diffraction

TEM transmission electron microscopy

General

Centric space group: change to centrosymmetric 

C atom, H atom, O atom etc. but hydrogen bond 

CAD-4 not CAD4 

E.s.d. should not be used, s.u. (standard uncertainty) is correct term 

Element names: aluminium not aluminum; caesium not cesium; sulfur not 
sulphur 

Hybridization: Csp2 etc.  



  

Technical editing manual

British and American spellings

analyse analyze
behaviour behavior
centre/centring/centred center/centering/centered

Compound types

Inorganic compounds:Those not containing any organic (CxHy) or substituted 
organic (CxHy-1F, CxFy etc.) moiety. Examples: Be, Gd2Pt, C (graphite), SiC, 
NaHCO3, K[Co(CN)(CO)2(NO)].

Organometallic compounds: Those containing one or more metal atom and 
one or more organic moiety (not simply a metal-carbon bond). Al, Ge, As, Sb 
and Po are defined as metals. Examples: Ba(CHO2)2, K4[Zr(C2O4)4]·5H2O.

Organic compounds: Those containing carbon and hydrogen (or hydrogen 
partially or fully substituted by a non-metal) with or without additional non-
metals. B, Si, Se, Te and At are defined as non-metals. Example: C7H7N4.



  

Creation of typeset proof from SGML

When the technical editor is satisfied with the edited text 
of the CIF in publCIF

● the SGML version of the paper is created 

● this is read into the typesetting program 3b2



  

● the scheme loads at the end of the first paragraph of   
the Comment



  

● the artwork and tables are read in as separate 
moveable frames for ease of placement



  

Proofing

Once the paper has been formatted in 3b2, a proof of the 
paper (the Advance proof) is output and notification is sent to 
the Section Editor with an attachment containing the proof, 
structure factors, CIF and html-format checkCIF report.



  

Interaction with the Section Editor

● The Section Editor returns 
comments and corrections 
as a text file referring to 
the line numbering in the 
proof

● A copy of these comments 
is sent automatically to the 
relevant Co-editor, 
together with a copy of the 
proof for ease of locating 
the corrections 



  

Preparation of author proofs

● The Section Editor corrections are made in 3b2 

● Major queries (requests for rerefinements etc) are added as 
Notes at the end of the paper

● The paper is given a final read by 
a technical editor
 

● The author proof is generated 
from 3b2

● An open access and reprint order 
form is attached automatically to 
the proof and a message is sent



  

Handling of author corrections

● The correspondence author returns proof corrections

● These are analysed and any corrections that relate specifically to 
questions from the Section Editor are forwarded to the Section 
Editor for checking

● At this stage the Co-editor might be asked to get involved again 

● The paper can also be back-tracked to the pre-accepted stage to 
allow upload of new files if revisions are significant

● This process continues until the Section Editor is satisfied for the 
paper to proceed to publication 

● For most papers, Section Editor ==> authors ==> publication



  

Preparing papers for publication

● The paper is given a final read 

● All final author and Section Editor corrections are made 
in 3b2

● Columns are balanced and figures and tables are 
placed in optimum positions 

● The paper is added to the current issue in a sequential 
manner from within 3b2, an online publication date 
chosen and page numbers assigned automatically



  

Online publication tools

Checks are made 

● to make sure that the SGML of 
each article is compliant 

● to ensure that all files associated 
with a paper are present and 
correctly named

● to make sure that the CIF for each 
article has no syntax errors 

● to ensure that any Acta citations 
are correct and that all other 
references are formatted correctly; 
non-Acta references are also 
checked against PubMed



  

Online publication tools

Papers are added to the 
online issue in an incremental 
manner

● The information for each 
paper is added to the 
production database

● The citations are processed

● The artwork is processed

● The online issue contents 
page is updated



  

Reprints

● Electronic reprints are sent 
out once a paper has been 
published online

● Authors can order printed 
reprints and these are now 
produced in the Chester 
office which ensures a fast 
turnaround

● If open access is required    
(Acta C) then this is activated 
as soon as the order is 
received



  

Construction of a printed issue

Once an issue is nearing completion at the end of a month, the 
number of pages (including the contents pages, adverts, etc) that 
the issue will contain needs to be decided. This must be a multiple 
of 4 or 8, but will ideally be a multiple of 16 or 32. 

The final papers are added to the online 
issue and the contents pages produced. 
These parts all exist as PDF files 
(produced from postscript files) and 
are concatenated into a single file for 
printing an issue.



  

The cover image changes every month and is selected by   
the Section Editor from the figures that appear in the issue. 
Ideally the paper chosen will have significant scientific 
interest.

                       

Cover image and cover preparation



  

Cover file sent for printing

                                        Stock cover 



  

The inside front cover is new every month as it contains the 
caption for the cover image and the barcode. The inside and 
outside back covers don't change very often.

Our current printers are Ho Printing in Singapore. 

Three files are sent to the printers for each issue 
● the outside front and back covers  as a single PDF file
● the inside front and back covers as a single PDF file
● all inside pages of the issue as a concatenated PDF file

The inside pages



  



  

Acta Cryst. C 
August issue 

In the shops 
now!!!



  

And finally...

Once an issue has been sent for printing, the content 
(metadata) of the issue is distributed 

About ten days later, an unbound version of the issue is 
received at the Editorial office for final checking and the issue 
can then be approved for binding and distribution

A copy of the bound and printed issue is sent to the 
Cambridge Database and a complimentary copy is sent to the 
author of the paper that appears on the cover



  

Where the journal content is sent

OhioLINK - The Ohio Library and Information Network, 
Gale CENGAGE Learning, GNM Healthcare, CILEA 

Interuniversity Consortium, EBSCO, Minerva, CSA Proquest, 
Thomsonreuters ISI, National Science Digital Library, 

Dutch National Library, EBSCO Linking, Consorzio 
interuniversitario per le Applicazioni di Supercalcolo Per 

Universita e Ricerca a CASPUR, OCLC Online Computer 
Library Center, University of Toronto, CNPIEC, 

Commonwealth Scientific and Industrial Research 
Organisation (CSIRO), Wiley, QSensei, SCOPUS, PUBMED, 

British Library (Acta F only), PUBMED crystalopen, CAS, 
GetInfo, Infotrieve, SWETS, NCBI, CrossRef, 

DOAJ - Directory of Open Access Journals, AIP, JGATE


	Slide 1
	Slide 2
	Slide 3
	Slide 4
	Slide 5
	Slide 6
	Slide 7
	Slide 8
	Slide 9
	Slide 10
	Slide 11
	Slide 12
	Slide 13
	Slide 14
	Slide 15
	Slide 16
	Slide 17
	Slide 18
	Slide 19
	Slide 20
	Slide 21
	Slide 22
	Slide 23
	Slide 24
	Slide 25
	Slide 26
	Slide 27
	Slide 28
	Slide 29
	Slide 30
	Slide 31
	Slide 32
	Slide 33
	Slide 34
	Slide 35
	Slide 36
	Slide 37
	Slide 38
	Slide 39
	Slide 40
	Slide 41
	Slide 42
	Slide 43
	Slide 44
	Slide 45
	Slide 46
	Slide 47

