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Introduction

Structure deposition to the CCDC can be conducted through our CIF deposition
and validation service. The web servieasbleyou to submit (Fand associated
structure factor files to the joint CCDC and FIZ Karlsruhe deposition service.
During the deposition process, you can correct syntax errors, check the integrity
and novelty of your dataand add metadata. Yooan also geneate checkCIF
reports and 2D chemical diagrams that can be downloaded at the end of the
deposition process.

Objectives

This tutorial will guide you through the usetbe CIF deposition and validation
processAt the end of this tutorial, you should béle to:

1 Deposit CIE

1 Generate validation and checkCIF reports

9 Enhance your crystallographic data

It will take approximatel®5minutesto completedeposiion ofthe first example
file. If you decide tawomplete the further exerciseshe total workshop time will
be approximately40 minutes.

Note: TheGlossanat the end of this handout contains useful terminology.

Prerequired skills

There are no praequired skills for this workshop

Materials

In this workshop, you will use two example CIF files; one with correct syntax, and
one where there are some syntax errors which need to be corrected during the
deposition process. These files can be obtained from our webéie.will need

a CCDC account t@wanload the filesThe instructions to create an account and

to download the materiadare part of the workshop.

g
CCDC €z
: Leibes
€ Check Syntax @ Validation @ Add Publication © Enhance Data @ Review © submit

CIF deposition and validation service

This web service enables you to submit CIF files and associated structure factor files to the joint CCDC and FIZ Karisruhe depaosition service.

+ Files should be in CIF, HKL, RES, FCF, Word format and may be included in a ZIP file
+ Atleast one CIF file must be included in the submission

+ Al files submitted on one form should cofrespond to one publication only

+ There Is a limit of 50 MB per file and a limit of 100 MB for the total size of files uploaded. Click here if your data exceeds these limits
+ If possible structure factor data for all structures should be included in the deposition

* You may also revise unpublished structures using this service

+ Formore i on please see our Structure Deposition Information page

You can correct syntax errors, check the integrity and novelty of your data and add additional meta data during the process. In addition, checkCIF reports and 2D chemical diagrams
can be generated and downloaded along with the edited CIF files at the end of the process, After submitting your deposit you will receive your deposition numbers within 2 working
days. To view structures you have previously deposited, go to My Structures.

Prior to publication your data wil be stored confidentially but it will be accessible by referees and the publisher assigned to review your data using our secure Referee Service. At the
point of publication your deposited data will be made publicly available through our Access Structures service. In and metal p ttal structures will be
curated into the Cambridge Structural Database and inorganic experimental structures will be curated into the Inorganic Crystal Structure Database

Your email address will be used to provide you with your Deposition Numbers. If you would also like to receive emails about CCDC activities, products and services then you can do this
by signing in and updating your email preferences. See our Privacy Policy for more details.
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Deposmng CIF files CIF deposition and validation service

Click here to continue to the deposition process without signing in

In the following example, you will learn how to register for a free account for the 1y vt rgtrd o  GGDO ot boreyou an g s e o T i ul e st GODG s wha o b oo nce you e
CCDC website. This will allow youdeposit data more easilaccess and share

your data using the MyStructures service. You will then look at depositing cryste sign in with your ccbc
data with the CCDC in the CIF file format. To do this, you will use the joint CCL Username or Emal
and FIZ Karlsruhe web deposition service.

Password

Forgotten Usen

Home Deposit Structures Access Structures CCDC Policies The CCDC

Terms of Use  Privacy Policy Follow CCDC: num

Registering for a CCDC account

1. Open a web browser and navigatelttps://www.ccdc.cam.ac.ukdeposit

2. We recommend creating a CCDC account, which makes depositing structures
easier and allows you to access andare your data through our
MyStructures service. If yaueedto create an account, click dRegisterat
the top right of the page. Alternatively, if yalready havean account, you
can click the link to continue the deposition process and proceed to the Register for a new account
SSOlAzy 27T OalingeaMplarFZiRId W

Email
3. Enter your email address in the boxes and click the reCAPTCHA to indicate 3
you are not a robot. On this page you may also view our privacy policy before Confirm Email
setting up an account.
4. ClickRegisterin the blte box at the bottom of the page. 3 D I'm not a robat
reCAPTCHA

Privacy - Terms

G-



https://www.ccdc.cam.ac.uk/deposit

Redeeming an invitation

5.

6.

Check your inbox for an email containing your invitation.

Click on thdRedeem invitatiortab and enter the invitation code you received
via email.

Tick the reCAPTCHA box to indicate you are still not a robot.

ClickRegister

Obtaining example CIF files

9.

10.

11.

12.

13.

Open a web browser and navigateligps://www.ccdc.cam.ac.uk/support
andresources/downloads/

A CCDC account is required for downliog the example files. On the
downloads page, click ddign In Enter your login detailsnd click Sign In to
return to the Downloads page.

Under CSECommunity click on CSD Educational Collectioand click
DownloadbesideExample CIF 1 for CBBposit with Syntax Error

ClickAgree & Downloadto accept the agreement displayeahd save the
GSEF YL SyMPOATFE FAf SO

Repeat3eps 11 and 12 for Example CIF 2 for CSD Deposit without Syntax

Errori 2 R2g6yf 2R GKS GSEI YL SYyndOA F¢
you save these files.

=] Sign In Register

Redeem Invitation

Sign up with an invitation code

IZI ﬁnvitatinn Code

|Z| D I'm not a robot

™

reCAPTCHA
Privacy - Tarms:

CCDC

Community ~ Research & Consultancy ~

Sign in with your CCDC account

DEPOSIT STRUGTURES | ACCE;

Solutions ~ News & Events ~ Support & Resources ~

10

Q Reglsler

i | CONTACT US

Username or Email

10

Password

[] Remember me?

Downloads

I Sign In l Register

Please see our |atest downloads below - you must be logged in to begin downloading.

FTAL

CSD-Community
CSD Symmetry
CellCheckCSD
Mercury (incorporating enCIFer)

CSD Educational Collection

Forgotten Username or Password

1

Example CIF 1 for CSD Deposit with Syntax Error
CSD Educational Collection CIFs

Access Structures Example 2 Answer Sheet
Example GIF 2 for GSD Deposit without Syntax Error
CSD Educational Collection refcode list

Details
Details
Details
Details
Detalls

Download
Download
Download
Download
Download



https://www.ccdc.cam.ac.uk/support-and-resources/downloads/
https://www.ccdc.cam.ac.uk/support-and-resources/downloads/

Personal details and CIF upload

1.

2.

Go to the web deposition service lattps://www.ccdc.cam.ac.uk/deposit

1 Login > 2 Upload

@ Enhance Data

@ Review © submit

@ Check Syntax @ Validation @ Add Publication

You should still be logged in but if you are not, click Sign in, fill in your
Username or Email and Password and clickgnin.

The details you entered when setting up a CCDC account should appear
automatically in the appropriate fieldsSTKS FA St Ra A NJ NR
mandatory.You can also link yo@RCID ibere if you have one. Hovgour

Y2dzaS 2y GUKS aKé A ORefchfieRINI Y2NB Ay T2

When submitting a newdeposit, you are usuallynot expected to add
anything in the More Information field. However,you can enter any
information for the CCDC to consider befassigning your deposition a
CCDC numbesuch aghe original CCDC number if you are resubmitting data.
Forthisworkshopi @ LIS G ¢ KA & A& | (Sadté¢o

To add aCIF fileto be uploaded, click of St SO an@ efe@ & X
4 SEl WLIOS\F ¢ Opex IRthedilé i r®fin this folder, navigate to the
appropriate folder.

In order to run the IUCtheckClprogram on your CIF file to check for syntax
and other errors, ensure the box is ticked\fb 4 KS 2 LJiA 2y alL
L!/ N OKSOl/ LCkt[!¢hb &SNBDAOS 2y Ye&

ClickProceed to Next Step
A warning mesgge should appear to advise you théd Structure Factor data

have been uploadedt is important to includestructure factordata in the
deposition if availabldread here why). The CCDC accepts structure factor

Greyed out fields are retrieved from your CCDC profile. If you need to change any value please go to your CCDC profile page.

[}
R

data in.fcf or .hkl format. In this example, however, there are no structure

factorsincludedinii KS G SEG 062 E &yhissMlestb 2 f Rl OF
Proceed to Next StepThe reason provided for the absence of structure
factors will be included in the deposited CIF.

8
A

First name(s) @ Test

Last name(s) @ Account

Your ORCID'D @

Create or Connect your ORCID iD n

Additional email addresses @ Please add any additional email addresses
Institution (e.g. University/Company) o ccope
4  ore information @ This is a test

CIF/HKLU/RES/FCF/Word/ZIP files ©

Select Files... 5

Options @ * 1 wish to run the IUCr checkCIF/PLATON service on my data g
® Reset Progress | 7
AaK 02 NMYzy UKS
Fal ¢ o

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. If you are unable to embed Structure
Factor data into your CIF automatically, you can upload this data as separate files alongside your CIF,

If in exceptional circumstances you are unable to include Structure Factor data with your deposition you may continue by clicking ‘Proceed to Next Step’, however you must use
the comment box below to explain why this data is not available. The text you enter will be into your CIFs.

E

eason why your deposition does not include Structure Factor data (this comment will automatically be added into your deposited CIFs): *
Not available

DB Proceed to Next Step = P e



https://www.ccdc.cam.ac.uk/deposit
https://www.ccdc.cam.ac.uk/Community/depositastructure/cif-deposition-guidelines/structure-factor/

Syntax checking
m 2 /Upload ) 3 Check Syntax @ Validation © Add Publication @ Enhance Data @ Review © submit

The CIF format hasspecific structureor syntax that needs to be followed to Check Svntax E
allow the file to be read by crystallographic programs. This stage in the deposition y
DFOCGSS CheCkS the CIFS for any pOtentIaI erm WI” Only See thls Stage If your The files highlighted in red in the left-hand column contain errors that need fixing before proceeding.

CI F CO ntal nS a SyntaX error Please click on any red file names in the left-hand column, make the appropriate edits and then click the ‘Save & Recheck File' button before proceeding to the next step.

For more information on how to fix errors please see our correcting CIFs page.

1. You will see a warning red at the top of the page indicating there are syntax
errors with your CIF file which need to be corrected before CheckCIF can be
run. Descriptions of the errors are shown at thettom of the page. In this perietosd e contens example et
case there is an extra sewdlon in the fileThis is indicated by the err&ffext ‘
0f 201 FAYAAKSR | (i SSémicalods ark BdinIFgth ( K 2 |
enclose longer data responses that span multiple lines in the CIF. The CIF file creuls veds
display is coloucoded,which can help you find the lation of the error. e

ymmetry_space_group_name_Hall ‘-

14 _symmetry_equiv_pos_as_xyz

2. Near the top of theCIFyou will notice that the colour coding changes for the s 'iii?iﬂ.i;fﬂf
unit cell valuesDirectly above this section, on line 20, there is a senion
that is out of place Delete the semicolon on line 20 and cligkve & Recheck E B ey

File. Once you delete the serblon, you see the colotgoding reappears
(blue). This should result in no symtarrors in thefile, and you can click
Proceed to Next Step «Gosack

98

110.62(2)

Please click on the error message to navigate to the location of the error in the CIF

[SIGIN 302  Text block finished at end of file without final *'

1 The CIF contains no data blocks recognised as crystal structure data




Validation and CheckCIF reports

IUCr checkCIF/PLATON is a service which allows CIF files to be checked for
problems. The responses are reported with a Level A, B, C or G (from most serious
to least) and a type depending on what kind of alert itY®u can find more
information on correcting ClHsere along with other resources linked from the

page.

1. The IUCr checkCIF/PLATON service shouldmdryou should be able to click
View Reportto see a report on the consistency and integrity of the structure.

Any responses you may wish to provide to the Level A, B or C alerts found by
the checkCIF report can be provided by cliglinter Responsen the main

page These responses will be added to the deposited CIF and may also be
downloaded along with the checkCIF report at the end of the deposition
process. The alert titles are hyperlinked to the IUCr website and will give
explandions about the nature of the error and possible solutions.

For this example, we will address the first of théedel alerts. In practice

you should first try to resolve the alerts by fixing the underlying problems
with the structurerefinement andupload a revised CIF file. If it is not possible

to fix the issues, then enter a response to be included in the deposited CI
C2NJ GKS LizN1lRasSa 2F GKAa 62N] éKE
WFEid2YpaAridSylryrazypt oSt Aa
clickSave

4. ClickProceed to Next Step

Y&E8aky3aty

@ Enhance Data

@ Review © submit

PSR © A pusicaton

Validation

View reports on the consistency and integrity of your structures

Structure 1UCr checkCIF ©

At =N
4= Go Back Proceed to Next Step =»

Unit cell check @ @

example_1.cif

data_5_93GPa

IUCr checkCIF Response
Please enter your reponse here for
example_1.cif / data_5_93GPa.

Level A

ATOMO07 _atom_site_aniso_label is missing

This is a test

PLAT02/ _difirn_reflns_theta_full value (too) Low ...... 18.14 Degree

PLAT029 _diffrn_measured_fraction_theta_full value Low . 0.424 Why?

Level B

Level C



https://www.ccdc.cam.ac.uk/Community/depositastructure/correctingcifs/

Adding publication details

1. Your name should be automatically entered in thathorsfield. Further
publication details can also be entered on this page; nardelynal name
volume year, page and DOI if applicable, as well as angdditional
informationyou may wish to include
¢KS |dziK2NR& yIlYSa akKz2dZ R 0SS I RRSR

Each name should be separated by a comma and space, without any
additional characters or salutation. You can use initials (no spacing between

them) orexpand the first name; if you are using initiakeen you do not need
spaces between them.
For this example, change thAuthors ¥ A St R.AM/cdbd, B.S.Forgan,

501 SYRSNE2YS { ot NB2yas 9ot ARARO| =

CrystallographicaSection B: Structural Science [198E1L2E A yJouih& S
namefield.

2. ¢KS ONEBAGI f f ardrbguiteiKaddshoulteReStéred AnfthaAdd
Crystallographer Detailection. If the crystallographer is not included in the
list of authors for a publicatigrtheir details can be included here as a way
for their contribution to be recognised when the data are available in the
database. If you are the crystallographer, click thee My Detaildutton to
automatically fill in the details from your profil€orthis example, click the
Use My Detailsoutton. If nothing is filled in, clickise Different Detailsand
enter your information.

3. Tick the two boxes in th€onfirmationsection to confirm the details are
correct and that you accept the Terms and Conditions.

4. ClickProceed to Next Step

Confirmation

Terms and Conditions @

By depositing this data you certify that your contribution is your original work; that all authors concur with and are aware of the
submission; and that all workers involved in the study are listed as authors and given proper credit.

If any of these structures are not published within one year from today, and neither | nor any co-author instructs the CCDC or FIZ
Karlsruhe otherwise, | accept that these structures may be published directly through the CSD or the ICSD.

(] I confirm these publication and crystallographer details are correct *
[] By checking this box | agree to the above *

4= Go Back















