
Instructions to Contributors (Update 2022) 

General 

It is understood that contributions that are submitted to 
Zeitschrift für Kristallographie – New Crystal 
Structures have not, nor will be simultaneously 
submitted or published elsewhere unless otherwise 
agreed. The editorial board feels obligated to act in 
accordance to the COPE rules (Committee on 
Publication Ethics). Especially any kind of text 
recycling in the form of self-plagiarism or in worse 
cases by simple plagiarism may lead to rejection of a 
submitted manuscript or retraction of an already 
published article. With the acceptance of the files for 
publication the publishers acquire full and exclusive 
copyright for all languages and for all countries.   

The journal contains two kinds of New Crystal 
Structure publications (NCS): 

(i) results of determinations of hitherto unknown 
crystal structures with a short discussion of 
determination procedure, crystal structure, and/or 
structure-property relations (routine 
determinations and structures); 

(ii) new refinements of previously published crystal 
structures, which causes significantly structural 
changes or a more detailed structural model (e.g. 
additional hydrogen atoms, change of the space 
group description, analysis of the data using 
advanced methods like non-spherical atomic form 
factors, use of electron radiation, etc.).  
Redeterminations must be associated with 
crystallographic data of higher quality. 
Redeterminations reporting marginal 
improvements or are merely carried out at a 
different temperature to previous studies will not 
be accepted. 

Each publication shall contain information about one 
structure only.  

Both, single crystal and powder data are acceptable. 

Authorship 

It is understood that the authorship of a contribution 
that is submitted to Zeitschrift für Kristallographie – 
New Crystal Structures is based on a substantial 
scientific contribution to the work and being 
accountable for the work and its published form. An 
acknowledgment may be added to denote contributions 
that do not meet the criteria of an authorship 
(https://publicationethics.org).  

Paper charge 

The publication requires the payment of a Paper Charge 
of EUR 500 (+ 19 % VAT) which is after the 
acceptance of the article. 

 

 

Submission 

A zip-file containing the following files shall be online 
submitted at: https://mc.manuscriptcentral.com/zkrist-
ncs. 
 

1. the hkl-file; 2. instruction-file (ins-file) of the latest 
stage of the refinement; 3. the edited CIF-files with the 
data attached, 4. the checkCIF-output, 5. the figure-file. 
Additional information (e.g.: Output and log-files of 
data reduction and absorption correction) will be 
retrieved where necessary. 
A sample of a correctly edited CIF and the resulting 
article can be downloaded from: 

http://www.degruyter.com/view/j/ncrs 

For any questions, please contact the Editorial office 
via e-mail: Zkristallogr_NCS@degruyter.com 

Text part 

The text part of the publication should be clear, concise, 
and written in English. The text must be positioned in 
the following items: 

_publ_section_title 
_publ_section_exptl_prep 
_publ_section_experimental 
_publ_section_comment 
 
The item _publ_section_title contains the name of the 
title compound and the formula fitting with this 
systematic name. If a trivial name is given the correct 
IUPAC name should always be added. For inorganic 
complexes, molecules, and coordination polymers the 
name must be in accord with the IUPAC 
recommendation given in: Nomenclature of Inorganic 
Chemistry, IUPAC Recommendations 2005, RSC 
Publishing, 2005. The title may contain a descriptor of 
the compound/structure type: e.g. The layered crystal 
structure of …; The crystal structure of the coordination 
polymer…; The twinned crystal structure of… . 
 
It is expected, that item _publ_section_exptl_prep 
contains information about the source of the material 
and/or synthesis conditions. Analytical data obtained 
by complementary methods like NMR, infrared 
spectroscopy, elemental analysis, etc. should be 
presented here, if they are not discussed in detail. 
 
The item _publ_section_experimental contains 
information about non-routine details of the 
diffraction experiment (e.g. handling of the hydrogen 
atoms, use of restraints, handling of twinning, etc.). 
 
The _publ_section_comment may begin with 1-2 
sentences introducing the class of compounds the title 
structure belongs to and 1-2 references pointing to 
review articles that cover the topic. The main part of the 
introduction should mention related structure 
determinations and their systematic. Text passages 
covering possible applications in the respective class of 



compounds are not desired and may cause an 
immediate editorial rejection. 
Furthermore, this section must include a crystal 
structure description and discussion focused on the 
most important structural features that are present. A 
comparison with directly related structures is highly 
desirable.  
Deletions can be made by the editorial office on the 
basis of the review(s). Special details of the 
experiments (chemical analysis data, melting points, 
spectroscopic results) can be included in the text if they 
are absolutely necessary for the interpretation of the 
crystallographic data. The crystallographic data will be 
available online in the CIF-file. 
The overall volume of the text part should not exceed 
5600 characters (80 lines 70 characters each). 

References  

References in the text should read:  

Arabic number in square brackets ⇒ [5].  

References have to be ordered according to the 
mentioning in the text parts (see items order in the 
“Text part”). 

The software used should also be referenced and the 
references should be added at the top of the reference 
list. The authors are required to complete data items in 
the _computing_ category of the CIF format containing 
details about the computer programs used in the crystal 
structure solution, refinement and analysis. 

All references must be positioned in the item 
_publ_section_references 
 
Details concerning the format of the references 
depending on the type of the literature, can be called 
from our homepage: http://www.degruyter.com/ncrs. For 
each reference its Digital Object Identifier (DOI) 
should be added. 
  
Figures  

Figures can be accepted in the following formats: 
PostScript (PS, EPS), BitMap (BMP), Windows 
Metafile (WMF), Joint Photographic Experts Group 
(JPG) or TIF. For reasons of quality the submitted 
figures should have the final solution of at least 300 dpi 
and the final size (85 mm wide). Usually, only black-
and-white figures are suitable; properly prepared color 
figures might be acceptable. Letters and numbers may 
not be smaller than 2 mm. 
Usually, only one figure is allowed for one structure. 
No figure caption will be printed. If there is a scientific 
need for a second figure, it is requested that these two 
figures should be aggregated in ONE disparate picture. 
In this case it is absolutely essential for us that both 
parts are discussed in the text. 
 
International System of Units/IUPAC  

The International System of Units (SI, Système 
International d'Unités) is to be used wherever possible 
(especially the temperature values should be given in 
K). Unit cell parameters and distances should be given 
in Å. The nomenclature should follow the IUPAC rules. 

Please make sure, that you  

• do not use WORD processors for editing CIF-
files. At least the saving must be done in ASCII 
format.  

• do not use LaTeX conventions for the text part.  
• do not use non standard characters from the 

second half of the ASCII table (ä, Å, ç, Č). In this 
case, the CIF convention should be applied 
(ä = \"a, α = \a); ask the editorial office for 
examples.  

• do not write text lines longer than 80 characters. 
• do not use tabs as separators in the CIF file. 
• do not add or change information in the CIF items 

which contradicts their definition in CIF format. 
• do not use word processors for preparing the plots 

and sending plots as WORD documents. 
• do not send Bitmaps files without paying attention 

to the resolution of the lines and curves in the 
figure. 

• do not forget atom labels (of reasonable size) in 
the figure 

• do not use different labels in the figure and the 
table/discussion. 

• do not forget to check if the letters and numbers 
are clearly legable for the downsized figure 
(85 mm wide). 

• do not forget to show the orientation of the unit 
cell (axes) in the case of a packing diagram. 

• do not forget to correct errors the CIFchecker 
mentions (A and B alerts have to be explained). 

• do not forget to check the chemical formula 
 

Helpful links 

These links can be useful in order to do a successful 
submission: 

CIFchecker: 

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

enCIFer (editor for CIF-files): 

http://www.ccdc.cam.ac.uk/free_services/encifer/downloads/ 

Proofs 

Proofs will be sent only once to the author explicitly 
marked as correspondence author. Further changes of 
authorship will not be accepted. Corrections are to be 
restricted to typographical errors. Substantial 
corrections exceeding the original typesetting costs by 
5 % will be charged to the author(s). 

Free CIF- and PDF-files 

Submitted CIF-files and a PDF-versions of the   
publications from Volume 227, Issue 2 (2012) onwards 
are free of charge available at: 
http://www.degruyter.com/view/j/ncrs 
 

Depositing of Data 

The authors are asked to provide CIF-files with the data 
attached, i.e. as generated automatically by the later 
versions of SHELXL and Olex2. After the publication 
is accepted, the submitted data will be deposited in the 



Fachinformationszentrum Karlsruhe (FIZ) and the 
Cambridge Crystallographic Data Centre (CCDC), 
respectively. Both databases provide the publisher with 
a deposition number, which will be included in the 
contribution in Zeitschrift für Kristallographie – New 
Crystal Structures. 


