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Conditions of Use

The Cambridge Structural Database Portfolio (CSD Portfolio)
including, but not limited to, the following: ConQuest, CSD-Editor,
Decifer, Mercury, Mogul, IsoStar, DASH, CSD Conformer Generator,
Hermes, GOLD, SuperStar, the CSD Python API, web accessible CSD
tools and services, WebCSD, CSD sketchers, CSD data files, CSD
data updates, the CSD database, sub-files derived from the
foregoing data files, documentation and command procedures,
test versions of any existing or new program, code, tool, data files,
sub-files, documentation or command procedures which may be



available from time to time (each individually a Component)
encompasses database and copyright works belonging to the
Cambridge Crystallographic Data Centre (CCDC) and its licensors
and all rights are protected.

Any use of a Component of the CSD Portfolio, is permitted solely in
accordance with a valid Licence of Access Agreement or Products
Licence and Support Agreement and all Components included are
proprietary. When a Component is supplied independently of the
CSD Portfolio its use is subject to the conditions of the separate
licence. All persons accessing the CSD Portfolio or its Components
should make themselves aware of the conditions contained in the
Licence of Access Agreement or Products Licence and Support
Agreement or the relevant licence.

In particular:

- The CSD Portfolio and its Components are licensed subject to a
time limit for use by a specified organisation at a specified
location.

- The CSD Portfolio and its Components are to be treated as
confidential and may NOT be disclosed or re-distributed in any
form, in whole or in part, to any third party.

- Software or data derived from or developed using the CSD
Portfolio may not be distributed without prior written approval
of the CCDC. Such prior approval is also needed for joint projects
between academic and for-profit organisations involving use of
the CSD Portfolio.

- The CSD Portfolio and its Components may be used for scientific
research, including the design of novel compounds. Results may
be published in the scientific literature, but each such
publication must include an appropriate citation as indicated in
the Schedule to the Licence of Access Agreement or Products
Licence and Support Agreement and on the CCDC website.



- No representations, warranties, or liabilities are expressed or
implied in the supply of the CSD Portfolio or its Components by
CCDC, its servants or agents, except where such exclusion or
limitation is prohibited, void or unenforceable under governing
law.

Licences may be obtained from:
Cambridge Crystallographic Data Centre
12 Union Road

Cambridge CB2 1EZ, United Kingdom

Web: http://www.ccdc.cam.ac.uk

Telephone: +44-1223-336408

Email: admin@ccdc.cam.ac.uk

Introduction

CSD Editor enables users to manually modify entries from their own
deposited structures on My Structures to maintain consistent and
up-to-date information.

Installation notes

Currently, CSD Editor is available for:
- Windows - Intel compatible, 64-bit:
- Windows 10
- Linux - Intel compatible, 64-bit:
- RedHat Enterprise 7.6 or higher,and 8

- CentOS 7.6 or higher,and 8


http://www.ccdc.cam.ac.uk
mailto:admin@ccdc.cam.ac.uk

The use of ChemDraw integration within CSD Editor requires a
ChemDraw installation — this has been tested using ChemDraw
Professional 17.0. ChemDraw is a product of PerkinElmer
Informatics, Inc. Copyright 1998-2018 All Rights Reserved, http://
www.cambridgesoft.com

We recommend that you do not install directly on top of a previous
installation of CSD Editor.

We recommend that you install the latest version of the CSD
database files including all CSD update files.

Installation procedure

To install CSD Editor on Windows:

1. Download the csd-editor-mystructures-windows-installer.exe
Windows installer.

2. Run the csd-editor-mystructures-windows-installer.exe file and
follow the on-screen instructions to install it.

To install CSD Editor on Linux:

1. Download csd-editor-mystructures-windows-installer.run and
change directory to the location of the download on your
system.

2. Ensure the downloaded file is executable via the command
chmod a+x csd-editor-industrial-mystructures-installer.run

1. Run the installer with the command
./csd-editor-mystructures-windows-installer.run

and follow the on-screen instructions to complete the installation.


http://www.cambridgesoft.com
http://www.cambridgesoft.com

Managing structures on My
Structures

My Structures can be used to manage your CIF files and other
supplementary files and to create a database to search in CSDS
software.

Adding structures to your My Structures
table

Adding new structures

Structures can be added by signing in and depositing them
through the deposition service - https.//Mwww.ccdc.cam.ac.uk/
deposit/upload.

A workshop tutorial giving instructions on all the steps of the
process is available on the CCDC website: https://
www.ccdec.cam.ac.uk/Community/educationalresources/workshop-
materials/csd-community-workshops/CSDC-Deposition.pdf.

Claiming structures already in the system

Existing structures in the system that you have authored or
deposited can be added to your My Structures view if you know the
Deposition Numbers for the structures or the DOI for the
publication that the structures are published in. To do this:

1. Sign in and go to My Structures.

2. Click the Associate More Structures button and a Associate
Structures dialogue will appear.


https://www.ccdc.cam.ac.uk/deposit/upload
https://www.ccdc.cam.ac.uk/deposit/upload
https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-community-workshops/CSDC-Deposition.pdf
https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-community-workshops/CSDC-Deposition.pdf
https://www.ccdc.cam.ac.uk/Community/educationalresources/workshop-materials/csd-community-workshops/CSDC-Deposition.pdf

Associate Structures

To add structures that you have deposited or authored to your My Structures view please
add the Deposition Number(s) or the Publication DOI associated with your structures below.

Publication DOI @ n

Deposition Number @

Listof D ition Numb:
ist of Deposition Numbers @ Select Files.

3. Add the Publication DOI for the structures that you would like to
add or a list of Deposition Numbers and click Submit. You can
also add a list of Deposition Numbers from a text file.

This system allows you to see data you have deposited or authored
or that have been shared with you by a depositor or author.
Ownership of the data will be checked before the structures are
added. If the data does not get associated with you after two days,
then please contact the original depositor to request that they
update the publication details or share the structure with you.

Viewing details about your structures in
the My Structures table

Changing the columns in the table

1. Click the Three dots next to one of the column headings

2. Hover over the arrow next to the Columns option and the list of
possible columns are displayed.

3. Tick the columns that you would like to view



My Structures
Search by Deposition Number a| | ClearFiters x Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading.

To order the results by a particular column click on the column heading you wish to order your results by.

YYou can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset’ button and you can view or export these
subsets.

All structures v | Default Data View v <8 Associate More Structures | W Add to Subset | Share Structures

- Deposito.. i | Datablock i | Deposte.. i Deposte..  Refcode | Fomula i Embago.. | Stawus Posusets  : @Deposition Number
“Datablock
B 0ctois QREIEE) data_TEST1 09/07/2019 mplightfoot74. C15H13N304 1 09/052020Q | Unpublished 1l Columns >
- “Deposited On
O EZER | ree0e7 data_TEST2 09/0772013 mplightioot74 C14 H9 C1 F3N102 09/05/2020@ | Unpublished Y Fiter
“Deposited By
O EZER | reeses data_TESTS | 09/072019 mplightfoot74. C18 H24 N2 04 H2 01 09/0572020@ | Unpublished @Refcode
B octois JEEYE) data_TEST6  09/0722019 mplightfoot74... C4HTN21+C4H5 04 1- 09/052020@ | Unpubiished “Formula
KN o-tis EREEE data_LONGC... | 09/0722019 mplightfoot7a... CT S5 Br1 02:2(C4 H5 N3) 09/052020@ | Unpublished (OSpace Group
H Ua
0 1649971 data TEST4 | 09/0722019 mplightfoot74... CIZHIONS01 20261 F4 12 | 41052020@ | Unpubiished
01
Ob
O EER | rseess data_13 05/07/2019 mplightfoot74... | BUJPIH €24 H29 N2 03 1+.C7 H5 03 1- z‘;’:“"e" inthe e
B CTemperature
B octois REYEEEY data_14 050712019 mplightfoot7... | BUJPON €24 H29 N2 03 1+.C7 H5 04 1- z‘;‘;'s"“ inthe < Embaraoed Dot
@Embargoed Date
Il o-t:is JRCICE data_12 0510712019 mplightfoot74... | BUJPUT C24H29N2 03 1+.CT H5 02 1- Z‘;’g""e" inthe “Status
@Subsets
| Detais [MRTFECE data_15 05/0712019 mplightioot74... | BUJQAA €24 H29 N2 03 1+.C7 H5 04 1- Published i the -
UReliability Score
o E3 data_2e 0110712013 mplightioot74 C43H31N106 01/05/2020@ | Unpublished (2D Diagram
C41H35B1 Cot Fel N14.C3 H7 uished i fhe o (2D/3D Match
1-100 of 733 items (92D/3D Last Edited

(Compound Name

Download Selected 1 | View 0 in Access Structures R Cettl Download to Eit 20/3D | Upload New 203D

OUser Compound Name

Viewing more details about a structure

Click the Details button to display more details about an individual
structure.

CCDC

Structures Subsets

B & Matt Lightfoot ~

My Structure Details = Backo ly Stuctures

Datablock: TEST2 Chemical diagram
Space Group: C2, Cell: a 16.656A b 5.312A ¢ 17.227A, a 90° 8 113.59(3)° y 90°
Formula: C14 H9 CI1 F3 N1 02, Temperature: 300 K

\ .
User Details )
Reliability Score 3 NN
2D Diagram True
2D/3D Match Full Source Information
2D/3D Last Edited 7/10/2019
. File Name
User Compound Name Click to add some data CIF2_file003 cif
User Identifier Click to add some data
Datablock
data_TEST2
Additional Details
Deposition Number 1649967 E‘:s“""’" Type
Refcode

X Download Files | £ Add files

Compound Name
& View in Access Structures

Deposited On 09/07/2019

Additional Depositors
Associated Files

Status Unpublished CIF2-data_TEST2_fle004 html
Embargoed Date @ 10/07/2020 m
Associated Publications (-] Subsets
Publication Created on Modified on X Structures for demo
Joe Bloggs, John Brown 09/07/2019 09/07/2019 m



Editing structures in your My Structures

table

Editing 2D/3D

2D/3D editing of structures is done using the CSD Editor desktop
program. This will need to be installed on your computer before you

start.

1. Select the entries that you want to edit in the My Structures
table, click the Download to Edit 2D/3D button and then click

OK on the dialogue that appears.

N

My Structures

Search by Depositior

Numbe

Q

Click the My Downloads button

Clear Filters

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different]

My Downloads @) | =8 Associate More Structures | W Add to Subset | ¢ Share Structures

subsets.

Al structures

Deposii
1649971
1649970
1649969
1649968
1649967
1649966
1649953
1649957
1649956
1649955
1649951

v | Default

Datablock

data_TEST4

data_LONGC...

data_TEST6

data_TESTS

data_TEST2

data_TEST1

data_15

data_12

data_14

data_13

data_1n_DM..

Data View

Deposite.

09/07/2019

09/07/2019

09/07/2019

09/07/2019

09/07/2019

09/07/2019

05/072019

05/07/2019

05/07/2019

05/07/2019

. 010772019

Deposite.

Refcode

mplightfoot74...

mplightfoot74...

mplightfoot74.

mplightfoot74.

mplightfoot74.

mplightfoot74

mplightfoot74

mplightfoot74..
mplightfoot74...

mplightfoot74....

mplightfoot74....

‘ m Clear selection

BUJQAA

BUJPUT

BUJPON

BUJPIH

BUJNOL

[2REIERECE X Reset Settings

After depositing structures they may the a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

ts can be created using the 'Add to Subset' button and you can view or export these

Fomula

C12H10 N4 01 2+2(B1F4 1-)H2
01

C7H5 Br1 02,2(C4 H5 N3)
C4H7 N2 1+,C4H5 04 1-
C18 H24 N2 04 H2 01
C14H CI1 F3N102

C15H13N304 81

C24 H29 N2 03 1+,C7 H5 04 1-
C24 H29 N2 03 1+,CT H5 02 1-
C24 H29 N2 03 1+.C7 H5 04 1-

C24 H29 N2 03 1+,C7 H5 03 1-
C41H35B1 Co1FelN14

2+,0.48(06 522-),0.38(C2
F6),0.1(F1 03 S1)n,05(C1F3

Upload New 2D/3D

Embargo.

09/0512020 @
09/0512020 @
09/0512020 @
09/0512020 @
10/05/2020 @

09/05/2020 @

Status

Unpublished

Unpublished

Unpublished

Unpublished

Unpublished

Unpublished

Published in the
CsD

Published in the
CsD
Published in the
CsD

Published in the
CsD

Published in the
CsD




3. This will open a Database and Download Requests window
and the file with the structures that require editing should be at
the top of the table. You should refresh the page until the status

for the request goes to Available to Download and the
Download button appears.

C C D C Bl Bl & Matt Lightfoot v

Structures  Subsets

Database and Download Requests “ Backlo My Siuctures
Created Name Number Of Records Status Value ‘
-‘ﬂ, 2D/3D Edit (Subset 11/07/2019 09:06 My Structures 2 Available to Download m
§ Database Export (Subset) 10/07/2019 14:46 My Structures 6
=

Downloaded

4. Click the Download button and save the file on your computer.

5. Open the CSD Editor (C:\Program Files\CCDC\CSD-Editor-
MyStructures\csd editor.exe)

. Click the Open a new or existing session button in the CSD

Editor

@ E oo JINOKE k&=

' Diagram  Visualiser

CCDC Number

Identifier/CSD Refcode
L7
Temperature (text)

o}

Habit

Recrystallsation Solvent

CellLengths
Cell Angles



7. A Open CSD Editor Session dialogue will open. Check that the
CSDSQLX Database File option is selected and then locate the
file that you saved in step 4 and click Open.

@ Open CSD Editor Session X
™ v‘ > ThisPC > Downloads v (V] Search Downloads
Organise v New folder SEEE 4 1l | 0
Attachments Name Date modified
[l Desktop

v Earlier this week (2)
|=| Documents §
| | My_Structures_20210226_2206.csdsqlx

hiicrosolt fesme (7] My_Structures_20210226_2206 (1).csdsqlx

&=/ Pictures .

= v Last week (1)
private .

| | test.csdsqlx 25/02/2021 19:38
Recordings
3 This PC

P 3D Objects

[l Desktop

|=| Documents

4 Downloads v £ >

File name: | My_Structures_20210226_2206.csdsql: VI CSDSQLX Database File (*.csdsc v

8. The structures will open in the CSD Editor and can be edited.
See the 2D/3D Editing in the CSD Editor section for details of
how to edit the 2D and 3D in theCSD Editor.

9. Once all the structures have been edited you should save the
edits to the database. This can be done by clicking the Save all
structures in session to source database button. A dialogue
will be displayed while the entries are saved and then click Ok.



@ (D Editor : C:/Users/lightfoot/Downloads/My_Structures_20210226_0806.csdsqlx - 2169709 - o X
File Edit View Action Calculate Help

BeEH oL DI D ix @ K & | s ermme P b

o iagram  Visualser Incoming Entries

Al v

2169709

OH .

OH
Me0
€CDC Number CCDC 1637792 Identifier/CSD Refcode 2169709 Previous Refcode
Space Group P 2y/c (14) 7z Z4T:1 R-Factor (%) 5.23
Temperature (K) 100 Temperature (text) 100K Pressure
Formula weight (CCDC)  546.61 Density (CCDC) 1.38621 Cell Volume 2619.13
Published Formula Weight 538.76 Density (author) 1.366 Published Cell Volume ~ 2619.1(15)
Powder Study unknown Radiation Probe unknown Radiation Source
Color colorless Habit block Melting Point
Polymorph Recrystallisation Solvent Sensitivity
Reliabilty Score 2 Author Correspondence o correspondence
Literature Reference
Compound Name  1{2-hydroxy 1-yl)oxylpropyl}-4 1-40m 2,
Synonym
Formula Cas Has Nz 03 *,C7 Hs 04 ™
Cell Lengths 211.253(4) b 17.660(6) ¢ 13.247(4)
Cell Angles @90 B 95.787(11) y 90
Disorder 04 and H4B disordered over two sites with occupancies 0.51:0.49.
Remarks
Memo
v A Erors Total of 1 A
CSD Editor no authors
v A Wamings Total of 1 o= .
CSD Fitor cale fuu 3466 ciffers from nubl 5388 by 721,445

perfect match

10. The entries will be saved into the same database that you
opened in step 7. The next stage is to go back to the My
Structures view and click the Upload New 2D/3D button.



C C D C 5% @l &Mat Lightioot ~

Structures ~ Subsets

My Structures
Search by Deposition Number Q Clear Filters X Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset' button and you can view or export these

subsets
All structures v Saved Settings View v My Downloads @ | <& Associate More Structures | W Add to Subset |  Share Structures
- Deposii.. ¢ Datablock : Deposte.. : Depose.. ¢ Refcode i Fomula i Embago.. ¢ | Status i Subsets
4 (B1F41- -
O m 1649971 data_TEST4 | 09/07/2019 mplightfoot74... 2112 HION4012+.2B1F4 K2 | 50060000 @ Unpublished X Structursst
| Detais [T data LONGC... | 09072019 | mplightfool74.. C7HS Br1 02.2(C4 H5 N3) 09/052020@ | Unpublished | ERECTETIE
| Detals [T data_TEST6 | 09072019 mplightfoot74.. C4HT N2 1+,C4 H5 04 1- 09/052020@ | Unpublished
0 m 1649968 data_TESTS | 09/07/2019 mplightfoot74... €18 H24 N2 04,H2 O1 09/052020@  Unpublished X Shucturest
| Detais JIRENE data_TEST2 | 090072019 mplightfoot74... C14H9 CIT F3N102 10052020 | Unpublished | ERESTETTE
| Detais [IRECES data_TESTI | 09072019 | mplightfool74.. C15 H13N3 04 51 09/052020@ | Unpublished | ERECTETIENN
SIMY Octis [JRTYCCC data_15 051072019 mplightfoot74... ~ BUJOAA €24 H29 N2 03 1+.CT H5 04 1- 2‘;‘)’5"“ inthe
Published i
SN 0etis URTICE data_12 0510712019 mplightfoot74...  BUJPUT €24 H29 N2 03 1+.C7 H5 02 1- C‘;';'s Rl e
Published in th
| Detais [UREIEEED data_14 05072019 | mplghtioot74.. | BUJPON €24 H29 N2 03 1+CT H5 04 1- c:ols nie
Published in th
| Detais [URTIEES data_13 05072019 mplghtfoot74.. | BUJPIH €24 H29 N2 03 1+CT H5 03 1- C‘;D‘s nie
C41H35 B1 Col Fel N14
2+0.45(06 52 2,0.38(C2 Published in th
[ Detais JIREFEEE datatnDM.. | 01072019  mplightioot74... | BUJNOL +0.48(06 522),0.38(C uplished in the
76) QN 03 S1)00.5(C1 F3 csp o

f 733 items

Download Selected 0 | View 0 in Access Structures [ s3] Download fo Edit20/3D | Upload New 2D/3D

11. A Upload New 2D/3D dialogue will appear. Click Select Files,
locate the same file that you opened in step 7, click Open and
then click Confirm.

12. The files will then be saved into the system. This can take a few
minutes and progress can be monitored by clicking the My
Downloads button.



C C D C E5 @l & Matt Lightfoot v

Structures ~ Subsets

My Structures

Search by Deposition Number Q Clear Filters

SREIRETEN X Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading.
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different ets can be created using the Add to Subset' button and you can view or export these

subsets.
All structures v | Saved Settings View v Downloads @ | <& Associate More Structures | W Addto Subset |  Share Structures
g Deposifi.. ¢ | Datablock ¢ | Deposie.. ¢  Deposie.. : Refcode | Fomula i Embago.. ! Stalus i | Subsets
4 (B1F4 1) .
O m 1649971 data_TEST4 | 09/07/2019 mplightfoot74.... Z:z HIONSO12+2B1 F4A1IH2 | oops020 @ Unpublished X Structurss t
B otcis JRTCL data LONGC... 09/072019  mplightioot74... C7H5 Br1 02.2(C4 HS N3) 09/052020© | Unpublished | RS
SI oetais JREFE data TESTS | 09072019 | mplightioot74... CAHTN2 1+,C4H5 04 1 09/052020@ | Unpublished | RS
BN oetais JRTYCCE data_TESTS 09072019 | mplightfoot74... C18 H24 N2 04 H2 01 09/052020@ | Unpublished | RS
SINY Octis R data_TEST2 | 09072019 | mplightfoot74.. C14H9 CI1 F3N102 100520209 | Unpublished | TN
S ocis ERTYCE data_TEST1 | 09072019 mplightfoot74.. C15HI3N3 04 S1 09052020Q  Unpubished | ERETTIIE
B 0cis PRTYCEC data_15 05072019 mplightfoot74..  BUJQAA €24 H29 N2 03 1+.C7 H5 04 1- z‘g's“ed inthe
B ocis RTYC) data_12 05072019 mplightfoot74...  BUJPUT €24 H29 N2 03 1+.C7 H5 02 1- Z‘;';;'s"ed o e
SIY Octis PRI data_14 0510772019 mplightfoot74...  BUJPON €24 H29 N2 03 1+.CT H5 04 1- Zg'::sm inthe
S ctois JIREFCE data_13 05072019 mpiightfoot74... | BUJPIH €24 H29 N2 03 1+,C7 H5 03 1- Z:';;""ed e
C41H35 B1 Cot Fel N14
0. Published in th
| Detais JUREFEE Gata_inDM.. | 01072019  mplightfoot74.. BUJNOL 2+0.48(06 522,0.35(C2 uolished i the
F6)0.1(F1 03 S1)n,0.5(C1F3 csp o

1-100 of 733 items

View 0in Access Structures [Tty Download fo Edit 20/3D | Upload New 20/3D

13. When the files have been saved into the system the status will
change to complete and there will be tick with a number for the
total number of entries that have been saved successfully back
into the system.

C C D C Bl Bl & Matt Lightfoot

Structures  Subsets
Database and Download Requests “Backto My Stucures

Created Name Number Of Records Status Value

(&' | 2070 Edit Upload 1200772019 08:49 2




Adding publication details

1. You can add publication details for your structures from the My
Structure Details page. To access the My Structure Details
page for the structure click on the Details button next to the
structure that you want to add publication details to.

CC DC Bl Bl & Matt Lightfoot

Structures ~ Subsets

My Structures
n Number Q Clear Filters % Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

Search by De,

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset' button and you can view or export these

subsets.
All structures v | Saved Settings View v My Downloads @) | <8 Associate More Structures | W Addto Subset |  Share Structures
‘ Deposii. ¢ | Datablock i | Deposie : Deposite. i | Refcode ! | Fomula : Embargo... ¢ | Status | Subsets
14012+ 2(B1F4 1) -
| Detais [URETES data_TEST4 0910712019 mplightfoot74... 2112 HIONSOT2:2B1F419H2 | p005o020 @ | Unpubished | ERECTTEN
| Detais [JIRETCE) data_LONGC... 09072019 | mplghtfool74... C7 H5 Br1 022(C4 H5 N3) 09052020 | Unpublished | [ERECTETIE
1649969 data TEST6 | 09072019 | mplightfoot74 CAHT N2 1+,C4 H5 04 1- 09/052020Q | Unpublished | [ERETITIE
| Detais [URTIEERS data_TESTS 0910712019 mplightfoot74... C18 H24 N2 04 H2 O1 09/052020@  Unpublished | [ERECTEENN
| Details [URLIE data_TEST2 | 09/07/2019 | mplightfoot74 C14H9 CI F3N1 02 10052020Q | Unpubished | [ERETETE
1649966 data_TEST1 | 09/0712019 mplightfoot74... C15H13 N3 04 81 09/052020@  Unpublished | [ERECTETIEN
Published in th
[ Detais JUREIEEE data_15 05072019 | mplightfoot74... | BUJQAA C24H29 N2 03 1+.CT H5 04 1- c‘iols edinihe
;
1649957 data_12 050772019 mplightfoot74... | BUJPUT C24 H29 N2 03 1+.CT H5 02 1- Z‘;‘gs"ed X3
Published in th

1649956 data_14 050072019 | mplightfoot74_.. | BUJPON C24H29 N2 03 1+.C7 H5 04 1- cinls i
| Detais [URTYCE data_13 050072019 | mplightfoot74... | BUJPIH 24 H29 N2 03 14,C7 H5 03 1- Z‘;’gs"ed X3

C41H35B1 Cot Fel N14

2+.0.48(06 522-),0.38(C2 Published in th
1649951 data_tn_DM.. | 01072019  mplightfoot74_.. | BUJNOL o s uoishedinthe

F6)0.1(F1 03 S1)n,0.5(C1 F3 csp S

Clear selection

Upload New 2D/3D

2. From the My Structure Details page you can add a new
publication by clicking the Add Publication button or you can
edit an existing publication by clicking the Edit button.
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My Stru Ctu re Deta”s # Revise Structure 4= Back to My Structures

Datablock: LONGCIFNAME Chemical diagram
Space Group: P21/c, Cell: 2 10.204A b 7.601A ¢ 21.984A, a90.00° 8 94.412(2)° y 90.00°
Formula: C7 H5 Br1 02,2(C4 H5 N3), Temperature: 120 K

User Details
Reliability Score 3
2D Diagram True
2D/3D Match Full Source Information
20/3D Last Edited 71122019

. - L File Name

User Compound Name 2-aminopyrimidine, 2-bromobenzoic acid co-crystal CIF3 ile009.ci
User Identifier Click to add some data

Datablock
data_LONGCIFNAME
Additional Details

Deposition Number 1649970 32505'“0'1 Type
Refcode
o es
Compound Name 2-aminopyrimidine, 2-bromobenzoic acid co-crystal L Download Files | & Add files
@ View in Access Structures
Deposited On 09/07/2019

Additional Depositors
Associated Files

Stalus Unpublished CIF3-data LONGCIFNAME_fle010.htri
Embargoed Date @ 09/07/2020 | Extend |
Associated Publications (%] Subsets
Publication Created on Modified on [ x Structures for demo |
Joe Bloggs, John Brown 09/07/2019 09/07/2019 m

e <

3. This will bring up a Edit Publication dialogue where you can
add publication details. If you deposited more than one
structure during the deposition then a list of Deposition
Numbers may be listed at the bottom of the dialogue. You can
tick and un-tick the boxes alongside the Deposition Numbers to
indicate to which structures you want to update the publication
for.



Edit Publication

The CCDC and FIZ Karlsruhe have workflows in place to help us automatically add publications details to your structures when they are
published. If however you would like to add or update the associated publication details manually please fill in the boxes below and then if
appropriate select any additional structures in the publication. The addition of both a page number and a journal name marks the structure
as published and if appropriate it will automatically be added to the CSD or the ICSD.

Authors © * Joe Bloggs, John Brown
Journal name @
Volume ©@ Volume
Year @ Yea
Page © Page
Publication DOI @ E.g. 10.14469/hpc

The publication you wish to edit is linked to all the structures listed below. Please check whether you would like to update the publication
details for all the structures listed. If you do not want to update the publication details for a structure please untick the relevant structure in

the list
Deposition Number Data Block Deposited On a Status
‘ 1649966 data_TEST1 09/07/2019 7.034 Unpublished
7 1649967 data_TEST2 09/07/2019 16.656(7) Unpublished
‘ 1649968 data_TEST5 09/07/2019 9.8073(2) Unpublished
7 1649969 data_TEST6 09/07/2019 6.8017(10) Unpublished
‘ 1649971 data_TEST4 09/07/2019 5.4030(11) Unpublished

4. Once you have added all the publication details you should click
the Save button and you should be returned to the My
Structure Details page.

Adding a compound name

1. You can add a compound name for your structures from the My
Structure Details page. To access the My Structure Details
page for the structure, click on the Details button next to the
structure that you want to add the compound name to.
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Structures ~ Subsets

My Structures
Search by Deposition Number Q Clear Filters X Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading.
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset' button and you can view or export these

subsets.
All structures v Saved Settings View v < Associate More Structures | W Addto Subset |  Share Structures
- Deposii.. : Datablock : Deposte.. ¢ | Deposte.. : Refcode ¢ Fomula i Embago.. ! | Stats PoSubsets i
C12H10 N4 01 2+ 2(B1 F4 1) H2 -
B Detis JRTYEC data_TEST4 | 090072019 mplightfoot74... o 2 M2 090520200 | unpublished | ERETTEITE
BN Detois MR data_LONGC... | 090072019 | mplightioot74... C7 H5 Br1 02.2(C4 H5 N3) 09/052020@ | Unpublished | [ERETETIEN
B Detis EREIE: data_TEST6 | 09/07/2019 mplightoot74... C4H7N21+C4H5 04 1- 09/052020@ | Unpublished x_Siructurss 1
g m 1649968 data_TESTS | 08/07/2019 mplightfoot74... €18 H24 N2 04,H2 01 09/052020@ | Unpublished X Sructurest
SN Detcis JRTTE data_TEST2 | 091072019 mplightfoot74. C14H9 CI1 F3N102 101052020@ | Unpublished x Siruclael
| Detais [REYEER) data TEST1 | 090072019 | mplightioot74. .. C15H13N3 04 51 09/052020@ | Unpublished | [ERECTTIEN
Published in th
 Detais [REEEE data_15 05072019 | mplightfoot74.. | BUJQAA €24 H29 N2 03 1+.CT H5 04 1- C‘;Dls nie
Published in th
B ocis RRTYCS data_12 05072019 | mplightfoot74...  BUJPUT C24H29 N2 03 1+CT H5 02 1- e
 Detais (RIS data_14 05072019 | mplightfoot74..  BUJPON €24 H29 N2 03 1+.C7 H5 04 1- Z‘;T)'s"ed inthe
B 0cis RTYEC data_13 051072019 mplightfoot74...  BUJPIH €24 H29 N2 03 1+.CT H5 03 1- Z‘;';')'s"ed =
C41H35B1 Col Fel N14
240 0. Published in th
| Detais JUREFEER data_tn_DM.. | 01072019  mplightfoot74... BUJNOL +0.48(06 52.2:)0.38(C2 ubiished in the
F6)0.1(F1 03 S1)n 05(C1 F3 csp o

1-100 of 733 items

View 0 in Access Structures [Tt Download fo Edit20/3D | Upload New 20/3D

2. To add the compound name you should click the Click to add
some data text box next to the User Compound Name field,
type in the compound name and click the tick box to confirm.
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My Stru Cture Detalls PACTRSITEUIEN 4= Back to My Structures

Datablock: LONGCIFNAME Chemical diagram
Space Group: P21/c, Cell: a 10.204A b 7.601A ¢ 21.984A, & 90.00° 8.94.412(2)° y 90.00°
Formula: C7 H5 Br1 02,2(C4 H5 N3), Temperature: 120 K

User Details
Reliability Score 3
2D Diagram True
2DI3D Match Ful Source Information
20/3D Last Edited 71212019
User Compound Name File Name
P 2-aminopyrimidine, 2-brom ‘ x CIF3_file009.cif
User |dentifier Click to add some data Datablock
data_LONGCIFNAME
Additional Details Deposition Type
Deposition Number 1649970 web
Refcode & Download Fies | 4 Add fies
Compound Name 2-aminopyrimidine, 2-bromobenzoic acid co-crystal & View in Access Structures
Deposited On 09/07/2019
Additional Depositors Associated Files
Status Unpublished CIF3-data_LONGCIFNAME _file010.html
Embargoed Date @ 09/07/2020 m
Subsets
Associated Publications
Publication Created on Modified on
Joe Bloggs, John Brown 09/07/2019 09/07/2019 m

Adding an identifier

1. You can add an identifier for your structures from the My
Structure Details page. To access the My Structure Details
page for the structure, click on the Details button next to the
structure that you want to add the identifier to.



Bl & Matt Lightfoot

CCDC

Structures  Subsets

My Structures
Search by Deposition Number Q Clear Filters X Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk
To change the displayed columns or filter results you should click on the down arrow of the relevant column heading

To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset' button and you can view or export these

subsets.
All structures v | Saved Settings View v < Associate More Structures | W Addto Subset | Share Structures
g ’ Deposi.. ¢ | Dalablock :  Deposde.. ¢  Deposte.. ¢ Refcode i | Fommula i | Embago.. {  Staus i | Subsets H
4 (B1F41-
I o-is JIRECE data TEST4 | 09072019 | mplightfoot74.. 2112 HIONAO1 2+2B1F4 1H2 | 00106020@ | Unpubished | [T
SN Oectais JURTIECL data LONGC... | 09072019 | mplightfool74.. C7HS Br1 02.2(C4 H5 N3) 09052020 | Unpublished | [ERECTTIEN
O EZE  resse data_TEST6 | 09072019 mplightfoot74.. C4HT N2 1+,C4 H5 04 1- 091052020Q | Unpublished | ERETETIEE
O m 1649968 data_TESTS | 09/07/2019 mplightfoot74... €18 H24 N2 04,H2 01 09/052020@ | Unpublished X Stucturest
SINY Octis JRTYCS data TEST2 | 09072019 | mplightfoot74. . C14H9 It F3N102 10052020Q | Unpublished | RS
SR Detis [URTYES data TESTI | 09072019 | mplghtfoot74.. C15H13N3 0451 09052020 | Unpublished | [ERECTETIE
SINY Octis [JRTYCCC data_15 051072019 mplightfoot74...  BUJOAA €24 H29 N2 03 1+.CT H5 04 1- Z';'g’sm inthe
Published i
BN Detcis JMRET data_12 0510712019 mplightfoot74...  BUJPUT €24 H29 N2 03 1+.C7 H5 02 1- sl
csp
Published in th
| Detais [T data_14 05072019 | mplghtioot74.. | BUJPON €24 H29 N2 03 1+CT H5 04 1- c;o‘s nie
Published in th
O EZ  resss data_13 050072019 mplightioot74... | BUJPIH €24 H29 N2 03 1+.C7 H5 03 1- C;Dls nie
C41H35 B1 Cot Fel N14
2+0.48(06 52 2,0.38(C2 Published in th
[ Detais JIREFEEE data_in_DM.. 01072019 mplightfoot7d.. BUJNOL +0.48( )0.38( ublished infhe
F6)0.1(F1 03 S1)n,0.5(C1 F3 csb o

1-100 of 733 items

Download Selected 0 [ View 0in Access Structures [ s3] Download fo Edit2D/3D | Upload New 2D/3D

2. To add the identifier you should click the Click to add some
data text box next to the User Identifier field, type in the
identifier and click the tick box to confirm.
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My Structu re Detalls VAR 4= Back to My Structures

Datablock: LONGCIFNAME

Chemical diagram

Space Group: P21/c, Cell: a 10.204A b 7.601A ¢ 21.984A & 90.00° £ 94.412(2)° y 90.00°
Formula: C7 H5 Br1 02,2(C4 H5 N3), Temperature: 120 K

User Details
Reliability Score
2D Diagram
20/3D Match
20/3D Last Edited
User Compound Name

User Identifier

Additional Details
Deposition Number
Refcode
Compound Name
Deposited On
Additional Depositors
Status

Embargoed Date @

Associated Publications

Publication

Joe Bloggs, John Brown

Add Publication

3

True

Full Source Information

TM22019

} e . File Name
2-aminopyrimidine, 2-bromobenzoic acid co-crystal CIF3,_file009.cif

1D 393093 x
Datablock

data_LONGCIFNAME

Deposition Type
1649970 web
X Download Files | & Add files
2-aminopyrimidine, 2-bromobenzoic acid co-crystal & View in Access Structures
09/07/2019
Associated Files
. - CIF3-data_LONGCIFNAME_file010.html
Unpuihed
09/07/2020 m
Subsets
(2]
Created on Modified on
09/07/2019 09/07/2019 m

Exporting a database of structures from
My Structures to view and search in CSD
software

Exporting a database of all structures from the My
Structures table

1. Login and go to the My Structures table.

2. Click the Export button with no structures selected and select

the Export filtered as a Database option.



CC DC EE Bl & Matt Lightfoot ~

Structures Subsets

My Structures
Search by Deposition Number Q Clear Filters % Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different subsets can be created using the 'Add to Subset' button and you can view or export these

subsets.
All structures v Saved Setftings View v My Downloads @ «§ Associate More Structures @ Add fo Subset ¢ Share Structures
Deposit...  : | Datablock i | Deposte.. i Deposte.. : Refcode i Fomuda : Embago.. : Status i Subsets H
12 H10 N4 O1 2+.2(B1 F4 -
‘ 1840071 data TESTs | 09072019 | molghtioatTa... (‘:sz precrzae 00052020© | Unpudlished | [T
( 1840070 data_LONGC... | 00/07/2019 molightfootT4... ©7 H5 Br1 02,2(C4 H5 N3) 00/05/2020@ | Unpublished =
[ 1640060 data_TEST6 | 00/07/2019 molightfootT4... C4HT N2 14,C4H5 04 1- 001052020@ | Unpuslished =
( 1640068 data_TESTS | 00/07/2010 molighticotT4... €18 H24 N2 O4,H2 O1 00/052020@ | Unpublished =
( 1840067 data TEST2 | 09/07/2010 molightiootTa . C14HOCHF3N102 10/05:2020@ | Unpublished =
o 1640066 dats_TEST1 00/07/2010 molightfootT4... C15 H12 N2 04 S1 00/052020@ | Unpublished =
Publ
[ 1840058 data_15 05/07/2010 molighticotT4 .. | BUJQAA €24 H20 N2 O3 1+.CT H5 04 1- c;"D'S"“’ nihe
O 1640057 data_12 05/07/2010 molighticotTa . BUJPUT €24 H20 N2 03 1+.CT H5 02 1- :ﬂsm nie
Publishy
( 1840055 data_14 0500712010 molighticotTa .. | BUJPON €24 H20 N2 O3 1+,C7 H5 04 1- c;';'s =dinthe
Publ
[ 1640055 data_12 0510772010 molightiootTa . BUJPIH €24 H20 N2 03 1+.CT H5 03 1- c‘;';""“ nte
C41H3581Col Fel N14
b/ -).0. Py
( 1640051 dats_1n_DM... | 0110772019 molightfootTa... | BUINOL 2+.0.45(08 S22..0.38(C2 ublished inthe
F8).0.1(F1 03 S1)n.0.5(C1 F3 csp
01)n.01.02(F1) -

1-100 of 733 items

0 | View 0in Access Structures Clear selection | P o) )
Export filtered refcodes as GCD

Export filtered summary as CSV

Home Export filtered as Database 2ss Structures CCDC Policies The CCDC

3. A dialogue will appear to say that the download request has
been received. Click Close to close the dialogue

Database Requests

\We have received your database request.
You can monitor the progress of your requests by clicking the My Databases button

When your request has completed, a notification will appear in the My Databases button.
From inside the pop-up, click the relevant Download button to download the file.

Close

4. Go back to the My Structures table and click My Downloads
button



C C D C 5% @l & Mat Lightfoot v

Structures Subsets

My Structures
Search by Deposition Number Q Clear Filters X Reset Settings

After depositing structures they may take a few minutes to appear in the table. If you are still unable to see your structures after you have received your Deposition Numbers please
contact deposit@ccdc.cam.ac.uk

To change the displayed columns or filter results you should click on the down arrow of the relevant column heading
To order the results by a particular column click on the column heading you wish to order your results by.
You can select which structures are displayed by using the dropdown box below. Different ets can be created using the 'Add to Subset' button and you can view or export these

subsets
All structures v | Saved Settings View v My Downloads @) | «8Associate More Structures | W Addto Subset | ¢ Share Structures
Depositio. ! Datablock ! Deposite. i | Deposite i Refcode i Fomula i Embargo.. : Status i Subsets
C12H10 N4 012+ 2(B1 F4 1 H2 B
@ | EZEY | 64097 data_TEST4 | 09/07/2019 mplightfoot74. - M2 091052020 @ | Unpublished [x stucturset |
ot
@ 1649970 data_LONGC... | 09/07/2019 mplightfoot74, C7 H5 Br1 02.2(C4 H5 N3) 09/052020 @ | Unpublished | EREETIIEN
CN Detiis [ERTENT data_TEST6 | 0/07/2019 mplightfoot74 C4H7 N2 1+,.C4 H5 04 1- 09/052020 @ | Unpublished | ERECETIIENN
@ | EZEN 1640968 data_TESTS | 09/07/2019 mplightfoot74. C18 H24 N2 04 H2 01 09/052020 @  Unpublished [x_stucturest |
< 1649967 data_TEST2 | 091072019 mplightfoot74.. C14 HY CIT F3 N1 02 100052020 @ | Unpublished | ERECTTTEN
@ 1649966 data_TEST1 | 09/07/2019 mplightfoot74, C15H13 N304 51 09/052020 @ | Unpublished | ERESTTIIEN
Published in th
[ Details JIREYEEE data_15 0510772019 mplightfoot74... | BUJQAA C24 H29 N2 03 1+,C7 H5 04 1- C;D‘s edin the
1649957 data_12 0510772019 mplightfoot74... | BUJPUT €24 H29 N2 03 1+,C7 H5 02 1- z';';"s"m e
Details [IRETEEET data_14 0510712019 mplightfoot74... | BUJPON €24 H29 N2 03 1+,C7 H5 04 1- z‘;‘;"s"“ nthe
Published in th
| Details [IREYEEE data_13 0510772019 mplightfoot74... | BUJPIH ©24 H29 N2 03 1+,C7 H5 03 1- C;DIS inhe
C41H35 B1 Col Fel N14
2+,0.48(06 $22-,0.38(C2 Published in th
1649951 data_in_DM... | 01/07/2019 mplightfoot74... | BUJNOL +.0.45( L ublished in the
F6),0.1(F1 03 S1)n.0.5(C1 F3 csp -

f 733 items

Download Selected 6 || View 0 in Access Stuctures. m (Rt Download to Edit 2D/3D | Upload New 2D/3D

5. The Database and Download Requests page will open and the
new database export will be displayed at the top of the table.
When the database is ready to be downloaded the Status will be
Available to Download and a Download button will appear.
Click the Download button to download the database (.csdsql
file format).

C C D C EiZ Wl & Matt Lightfoot v

Structures Subsets

Database and Download Requests - Back to My Siuctures

Created Name Number Of Records Status Valus ‘

-
5 Database Export (Subset) 12/07/2019 16:05 My Structures 6 Available to Download Downioad



Using in-house databases with CSD
Portfolio software

Activating your in-house database for use with
ConQuest

ConQuest can search in-house databases separately or in addition
to the main CSD database. After you create or update an in-house
database that you wish to search using ConQuest it must first be
activated using the procedure described below.

In order to activate your in-house database you must copy (or soft-
link: Linux only) the in-house database file (*.csdsql) to the same
directory as the CSD V5.42 database files.

On Linux this is typically: <INSTALLDIR>/CSD 2022/CSD 543

While on Windows, this is normally: C:\Program
Files\CCDC\CSD 2022\CSD 543

You must then run the Activate program:

- For Linux, ensure that <INSTALLDIR>/CSD 2022/bin is in your PATH
and type:

activate

- For Windows, select Programs -> CCDC -> Activate in-house
database from the Windows Start menu.

Note: Windows 10 users will require escalated administrator
privileges to activate databases. To do so, right-click on the Activate
Inhouse Databases menu item and select Run as Administrator.

In both cases a pop-up window like the one shown below will be
displayed:



7% Prepare Inhouse Database(s) for use in ConQuest — O X
Activating an Inhouse Database for use with ConQuest
Directory containing databases C:\Program Files (x86)\CCDC\CSD_2019\CSD_540 Change |

Database to activate Test_database.csdsq| — |

Database Name (e.g. 'Inhouse1’)
Database Version (e.g. '1.1")
Database Date (e.g. 'April 2001")

Search/Display Order Before CSD v 5.40 ! |

Activate | Exit |

- The activation program attempts to find the directory where the
database is located by examining your ConQuest defaults file.
However, if the correct directory cannot be found then use the
Change button to locate the required directory.

- All databases in the selected directory which have not been
activated will be displayed in the Database to activate pull-
down menu. Simply select the databases you wish to activate.

- The contents of the Database Name dialogue box will be used
by ConQuest to identify which databases you wish to search or
view. Choose a name relevant to the database contents.

- Enter a version number for the database in the Database
Version dialogue box. If you have an earlier version of a
database, with the same Database Name in the same directory,
it is important to make sure that the most recent version has
the largest version number so that it is used in preference to the
others.

- Enter the date for the database in the Database Date dialogue
box.

- Use Search/Display Order pull-down menu to select the order
in which activated databases will be displayed and searched by
ConQuest. Taking the above example, if you select After CSD
v5.42, when both databases are selected for searching in
ConQuest the main CSD database will be searched before the
in-house database.




- When you are happy with your selections press the Activate
button; this will create an .inf file for the database, which will
then be viewable and searchable the next time you start
ConQuest.

To close the activate database program press the Exit button.
In ConQuest, navigate to View Databases > Available Databases

This opens an Available Databases pane which allows you to add a
directory containing your new database, and also manage which
databases are searched.

Using your in-house database with Mercury

Mercury will use the current CSDS database format (.csdsql) ; from
the Mercury CSD-Core menu, the Select Databases option will
allow selection of the appropriate database file.

2D/3D Editing in the CSD Editor

The CSD Editor has three different tabs. The functionality of these
tabs will be described over the next few pages.



Overview Tab

© 5D Editor: C/Userslightfoot/Downloads/My Structres 20210226,0806 csdsqbe - 2169709 - X
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1.2D chemical diagram.
2. 3D crystal structure. Generated from the atomic coordinates.

3. Crystallographic, numeric and textual data items. It is not
possible to edit these data items and the boxes are greyed out
to indicate that they are not editable.

4. Top menu bars. The menu items File, Edit, View, Insert, Action,
Calculate and Help are available. These menus contain a
number of different options but all of these options can also be
accessed through toolbars and buttons on the interface. Note
that there are no options available in the Insert menu.

5. Save All button. Saves all the structures back into the database
from which they were downloaded.

6. Save the Current Entry button. Saves just the current structure
that is displayed back into the database from which it was
downloaded.

7. Undo and redo buttons. Allows the last command(s) to be
undone or redone.



10.

11.

12.

13.

14.

15.

. Undo All button. Allows all the changes since the entry was

loaded (or last saved) to be undone. If you move onto a different
entry then you can no longer undo the changes made to the
previous entry.

. ChemDraw Chemical Diagram button. Enables the 2D

chemical diagram to be edited using the ChemDraw program (if
this is installed on the computer). The location of the installation
of ChemDraw can be stored by clicking on the Help menu item
and selecting Session Info. The path for ChemDraw can then be
added to the External Diagram Editor field.

Generate Chemical Diagram from current crystal structure
button. Generates a 2D chemical diagram from the 3D crystal
structure. Note that the diagram generated each time the
button is used may be different.

DOI button. If a DOI is included as part of the Literature
Reference field, clicking this button opens the relevant paper in
a browser if access to the article is available.

Generate Formula from Chemical Diagram button. Opens a
dialogue which allows the formula to be calculated. If there are
multiple molecules in the chemical diagram then the
multipliers for each molecule can be defined.

Generate a Packing Summary for the Crystal Structure.
Displays the Cell contents, the Formula unit and the Zand Z
values for the crystal structure.

Arrows to move between structures. The left hand button
moves to the first entry in the list, the central button to the
previous entry and the right hand button to the next entry.

List of entries. The software determines the relevant menu
depending on the current entry being viewed. In most cases the
display gives a list of all the entries in the current editing session
colour coded by matching status. Green indicates that all of the
chemical moieties in the 2D diagram match perfectly on to the
moieties in the 3D structure. Amber indicates that only some of
the chemical moieties in the 2D diagram match moieties in the
3D structure, likely to be due to disordered or unmodeled
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17.
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20.

molecules in the 3D structure. A purple colour indicates
moieties present in the 3D structure have not been represented
in the 2D diagram, suggesting the 2D diagram may not
represent all moieties modelled from the X-ray data. Red
indicates that none of the moieties in the 2D diagram match the
moieties in the 3D structure. Black indicates that a match is
impossible because of the absence of a 2D diagram.

Current entry identifier. The identifier for the structure
currently displayed.

Filter Structure Menu. A drop-down menu which can be used
to filter the list of entries. The filter options allow display of either
all the structures in the current editing session, just the Not
matched (red) entries or just the Partially matched (amber)
entries.

Arrows to move between structures. Moves between
structures in the displayed list.

Details of Errors, Warnings and Remarks. This section gives a
list of the errors, warnings and remarks related to the structure.
Some of the messages are from the initial analysis of the
structure during conversion, and some are calculated from the
current edits to the structure. A list of the common errors and
warnings are given in the Appendix.

Matching Status. Gives details of the matching status of the
entry.



Diagram tab
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1. Diagram tab.

2. Right-click menu. The diagram can be copied and pasted
between entries by right-clicking on the diagram and using the
Copy and Paste options. It can also be used to Print the

diagram.
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Visualiser tab
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A lot of the functionality is identical to the functionality in Mercury.
For a more detailed description of the functionality in the Visualiser
tab see the Mercury documentation.

1. Visualiser tab.

2. Display Style. Select the display style for the 3D structure from
the options in the drop-down menu.

3. Colour Mode. Select the colouring scheme for the atoms and
bonds in the 3D structure. A particularly useful function in some
cases is the ability to colour the 3D structure by matching status
so that it is possible to see which molecules in the structure are
matched to the 2D (green) and which are unmatched (red).
Another useful function is the by Element or Suppression
option which indicates which atoms have been suppressed in
the 3D structure.

4. Picking Mode. Select the picking mode from options in the
dropdown box. This defines what happens when you left-click
on items in the 3D structure; whether it selects the atoms or
measures a distance, angle, etc.
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5.

10.

11.

Normal and lasso picking modes. Click the icons to change the
picking mode from the normal picking mode to the lasso
picking mode.

. Show Labels options. Click the Show Labels check box to

show/hide atom labels. Select options from the two drop-down
menus to select the type of atom that is labelled and the type of
label that is shown. A useful function is the Show Labels for
Siteless Neighbours option which will display the labels for only
atoms which have siteless atoms (e.g. atoms with hydrogens
that have no coordinates).

. Display Options. Click the relevant check box to display certain

options in the 3D structure.

. More Information button. Opens the More Information

dialogue. From this dialogue, it is possible to suppress,
unsuppress, set the hydrogen count for or delete atom(s) using
a mouse click for a single row, Shift+click for a block and
Ctrl+click for separated rows. This dialogue is customisable and
can show different attributes about the atoms, including label,
occupancy and ADP.

. Force Match button. Used in situations where edits have been

made to either the 2D diagram or the 3D structure and there is
no longer a perfect or partial match between the two. In such a
situation, if the chemistry represented in the 2D diagram is close
enough to correctly matching the 3D structure, then the bond
types/hydrogen atom assignments etc. in the 3D will
automatically be edited to achieve as complete a match as
possible.

Suppress button. Used to suppress atoms in the 3D structures,
to help represent disordered molecules. Select all the atoms
that you want to suppress and then click the Suppress button.
The suppressed atoms will be coloured light green and will not
bond to any other atoms. See the FAQ ‘How should | deal with
disordered structures?’ for more information.

Unsuppress button. Used to unsuppress atoms in the 3D
structures. Select all the atoms that you want to unsuppress and
then click the Unsuppress button.



12.

13.

14.

15.

16.

17.

18.

Apply Auto Edit button. Useful if the chemistry of the structure
has not been determined correctly (often shown by the
presence of unknown bond types in the 3D structure for a
severely disordered structure). The ‘Apply Auto Edit’ button is a
quick one-click option that uses the default settings suitable for
most situations. To manually configure the Auto Edit options the
‘Auto Edit’ button should be used instead.

Auto Edit button. Useful if the chemistry of the structure has
not been determined correctly (often shown by the presence of
unknown bond types in the 3D structure for a severely
disordered structure). The default settings are suitable for most
situations and clicking Apply produces another pop-up window
to show how many (if any) bonds and atoms have been
changed, added or removed and presents a choice to Accept or
Revert the changes.

Radii button. Used to edit the default bonding limits for pairs of
elements in the structure and can be a useful way of removing
unwanted bonds from the 3D structure. A tick box is provided to
either include or exclude chemically-unlikely bonds. For most
common cases it is better for this box to be unchecked.

Manual Edit button. This opens the dialogue shown in the 3D
structure and allows editing of the 3D structure including
adding atoms and bonds, changing element types and editing
atom and bond properties.

Set Bond Type to button. Used to change the bond type of
bonds in the 3D structure.

Suppress Atoms and Bonds button. Used to suppress atoms
and bonds in the 3D structure (the Unsuppress atoms button
below will unsuppress atoms). This functionality can be useful if
you have disorder that has not been correctly resolved.

Make 2D button. CGenerates a 2D chemical diagram from the 3D
crystal structure.



19. Projection button. This produces a 2D diagram in the same
orientation as the currently selected view of the 3D structure.
This diagram is generally of lower quality than the diagram
produced by the Make 2D button but it is much faster.

20. Spacegroup button. Allows alternative settings of the space
group to be chosen.

2 1. Packing button. Allows various options for packing and slicing
the structure.

22.Voids button. Calculates the void volume as a percentage of the
unit cell volume.

2 3. Structures button. Used when there are two 3D structures in
the display to colour the structures differently and to move
them apart. This will not be useful in most common situations.

Saving entries in the CSD Editor

The entries that you have selected will be saved in a local temporary
database (usually in C:\Users\USERNAME\csd _editor). When you edit
these structures the edits will be saved in this temporary database
every time you move between entries or close the CSD Editor. Since
the edits are saved you can close the CSD Editor and reopen it
which will reopen the edited structures. When you click Save All
the edits will be saved back into the My Structures database from
which you selected the structures initially. When you have saved
the structures back into the database you can upload the edited
structures back to My Structures (see Editing 2D/3D step 11).

CSD Editor FAQs

How should | deal with polymeric structures?

The easiest way to deal with polymeric structures is to reduce the
relevant bond distance pairs to the metal until the structure is not
polymeric. This can be done by going to the Visualiser tab, pressing
the Radii button and reducing the relevant bond distance limits for
all bonds which occur to the metal in the structure. Once all the
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polymeric bonds have gone the Make2D button can be used to
generate a new diagram. In some cases it may be necessary to use
the Force Match button to match the structure.

How should | deal with disordered structures?

If a structure contains disorder then the minor occupancy sites
must be suppressed to leave a single representative atomic position
that will then be matched against the chemical diagram.
Suppressed atoms are not deleted; they simply take no further part
in the establishment of the crystallographic connectivity and
therefore will not be used in ConQuest 3D searches. In the majority
of cases, the initial CIF file conversion will have dealt with any
disorder in the structure. If there are atoms in the 3D structure that
have not been dealt with correctly then these atoms can be
suppressed and unsuppressed manually using either the Manual
Edit dialogue or the More Info dialogue in the Visualiser pane. It is
advisable to check that in the top menu, colour is set to by Element
or Suppression.

How do | select all atoms in a molecule in the 3D
structure?

This can be done by holding the Shift key and clicking an atom in
the molecule that you want to select.

How do | select a group of atoms in the 3D structure?

This can be done by holding the Shift+Alt keys and using the
mouse to lasso atoms.

What does the colour coding in the identifier list
signify?

Green indicates that all of the chemical moieties in the 2D diagram
match perfectly on to the moieties in the 3D structure. Amber
indicates that only some of the chemical moieties in the 2D
diagram match moieties in the 3D structure, likely to be due to
disordered or unmodeled molecules in the 3D structure. A purple
colour indicates moieties present in the 3D structure have not been



represented in the 2D diagram, suggesting the 2D diagram may
not represent all moieties modelled from the X-ray data. Red
indicates that none of the moieties in the 2D diagram match the
moieties in the 3D structure. Black indicates that a match is
impossible because of the absence of a 2D diagram.

How can | tell where the CSD Editor is saving edits to
my database?

Any additional structures or updates of existing database entries
are only added to your existing file once the CSD Editor session has
been saved, when the changes are applied to the original source
database. CSD Editor can be closed and reopened without
uploading database entries; in this case edits made within CSD
Editor will be saved but not applied to your source database.

The location of the source database can be found from the Help
menu under the Session Info option. This will record your database
location as the Data Source, with the Session File and Database
File locations referring to the files updated during the CSD Editor
session.
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Why do | see an ‘Operation Failed’ message when
trying to open my database in CSD Editor?

When making changes to database entries in CSD Editor the
structures are saved as a separate CSD Editor session file. If you
attempt to re-open a database as part of a pre-existing session it
May cause an error message to occur (see below).



@ Operation Failed X

“ Could not perform operation

Reascon: Edits location differs from existing session

To resolve the error: First close the CSD Editor session, and then
locate the folder containing the CSD Editor session files (typically C:
\Users\USERNAME\csd editor) and delete the files present. Once these
files are removed CSD Editor can be reopened and used as normal.

What should | do if | get an ‘internal error’ warning?

When deleting and adding entries to a database you may very
occasionally get an ‘internal error’ warning message. If you get this
message then it is recommended that you close and reopen the
CSD Editor.

How do | add a pi-bond to a chemical diagram using
ChemDraw?

Open ChemDraw and draw the atoms for the structure.

Select the Multiple bonds option and change all the pi-bonded
bonds to the single and dotted bond (tautomeric bond).

~
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~
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Fe

Select all the atoms that are to be pi-bonded to the metal and
select Structure > Add Multi-Center Attachment. A multi-center
attachment point will appear in the diagram.

Then select the dotted bond option and draw a bond between the
metal atom and the multi-center attachment point.



Close ChemDraw and the diagram in the CSD Editor will have the
pi-bonds displayed.

What is the ‘-journal’ file that is sometimes created
alongside my database files?

This is a temporary file that appears alongside the database file and
is used as part of the normal database transaction rollback
mechanism. This file should not be deleted while the database is in
use.

CSD Editor errors and warnings

Below is a list of the common errors and warnings that are found in
the CSD Editor along with an explanation of each. Note that A, B, C
and D will be replaced by the relevant atom(s) or calculated value in
the messages given in the CSD Editor.

No formula given - no comparison with connectivity
The formula may be missing and can be calculated by
generating a diagram.

Given formula does not agree with chemical connectivity -

Abstracted: A; Calculated: B
The formula does not agree with the 2D diagram and can be
recalculated by using the Generate Formula from Chemical
Diagram button

formula has unbalanced charges
The formula does not charge balance. The charges can be
edited and the formula recalculated using the Generate
Formula from Chemical Diagram button.

2D: A x B valency C atoms D'



The 2D diagram contains atoms which have unusual valencies.
There may be H atoms missing from C atoms and these can be
added to the atoms from the Visualiser tab.

Diagram atom A has both aromatic and delocalised bonds
An atom in the 2D diagram has unusual aromatic and
delocalised bonds. This can be fixed by manually editing the
diagram from the visualizer tab and then regenerating the
diagram using the Make2D button.

B aromatic atoms(s) that are in rings with poor geometry
In the 2D diagram an aromatic ring has unusual geometry.
This can be fixed by regenerating the diagram using the
Make2D button in the visualizer tab.

No compound name
The compound name field is empty. Please ignore this.

Compound name: mismatched parentheses A
The compound name does not contain the same number of
opening and closing brackets. Please ignore this.

Compound name: letter followed by number
The compound name contains a letter followed immediately
by a number. Please ignore this.

Atom A has unusual valency B
In the 3D structure an atom has an unusual valency. This may
be ok but can be changed if required by editing the 3D
structure in the Visualiser tab.

Crystal connectivity not polymeric but formula polymeric
The formula is polymeric but the 3D structure is not. It is
possible that the formula should not be polymeric and can be
edited by removing the *n* multipliers using the Generate
Formula from Chemical Diagram button.

Crystal connectivity polymeric but formula not polymeric
The formula is not polymeric but the 3D structure is. It is
possible that the formula should be polymeric and can be
edited by adding *n* to the multipliers using the Generate
Formula from Chemical Diagram button.

Crystal connectivity bond: A B C short
A bond in the 3D structure is short. This may be due to
unresolved disorder.

Crystal connectivity: long bonds may have been added manually
This is a warning that the 3D structure contains bonds which
are longer than the default limits in the CSD Editor. These may



have been added manually and so there is no change
required.

Crystal structure: A % voids
This is a warning that the structure contains void space. This
may sometimes be due to missing or unmodelled solvent
molecules.

Dcalc is too small, no density check
Please ignore this.

Dalc differs from Dx by >2%, try adjusting Z value
Please ignore this.

No R factor for entry category=3
Please ignore this.

Formula: estimated vol A calc vol B differs by C %; check Z
The cell volume is estimated from the molecular formula using
average effective atomic volumes derived by D. Hoffman, but
based on the '17A per non-H atom' idea and is compared with
the volume calculated from the cell parameters. If there is a
difference then the structure may have an incorrect Z value or
may contain void space.

Calc fw A differs from publ fw B by C (D %)

The calculated formula weight differs from the formula weight
given in the CIF. This may be due to an incorrect formula
which can be recalculated using the Generate Formula from
Chemical Diagram button.

Element A in formula but not in compound name
The calculated formula contains an element that is not given
in the compound name. Please ignore this.

Element A in compound name but not in formula
The compound name contains an element that is not given in
the calculated formula. Please ignore this.

Compound name: poly or catena needed for polymeric formula
The formula is polymeric but the compound name does not
contain ‘catena’ or ‘poly’. Please ignore this.

Chem & Crystal connectivities not matched
None of the chemical moieties in the 2D diagram match with
any of the moieties in the 3D structure. This may be fixed by
editing the 3D structure or the 2D diagram. Using the Force
Match button is a way of adding the chemistry in the 2D
diagram to the 3D structure.

Crystal fully matches Chem connectivities, but not vice-versa



Some of the chemical moieties in the 2D diagram do not
match with some of the moieties in the 3D structure. This may
be fixed by editing the 3D structure or the 2D diagram. Using
the Force Match button is a way of adding the chemistry in
the 2D diagram to the 3D structure.

Chem fully matches Crystal connectivities, but not vice-versa

Some of the chemical moieties present in the 3D structure are
not represented in the 2D diagram. Using the Edit > Create
Chemical Diagram option will represent all 3D moieties in the
2D diagram; tools such as the Auto Edit function from the
Visualiser pane may be required to consistently represent the
chemistry shown in the 3D structure.

Chem & Crystal matching impossible

It is not possible to match the moieties in the 3D structure
with the moieties in the 2D structure. This is probably due to a
missing 2D diagram.

Published bond: A B given but not found in calc

A bond given in the CIF does not correspond to a bond given
in the calculated 3D structure. This may indicate that there is a
bond missing in the 3D structure or that the published bond
list contains an incorrect bond. The published bond list can be
edited by clicking on More Info in the Visualiser tab and then
clicking on Published Bond.

Published bond: A B short

A bond given in the CIF is shorter than the default limits in the
CSD Editor. This may indicate that there is a problem with the
position of an atom in the 3D structure or that the published
bond list is incorrect. The published bond list can be edited by
clicking on More Info in the Visualiser tab and then clicking
on Published Bond.

Published bond: A B long

A bond given in the CIF is longer than the default limits in the
CSD Editor. This may indicate that there is a problem with the
position of an atom in the 3D structure or that the published
bond list is incorrect. The published bond list can be edited by
clicking on More Info in the Visualiser tab and then clicking
on Published Bond.

Spacegroup does not agree with symmetry operators

This is a message that is added when an entry is created and
indicates that the space group given in the CIF does not agree



with the list of symmetry operators given in the CIF. The list of
symmetry operators can be viewed by clicking on More Info in
the visualiser tab and then clicking on Symmetry.

No Z value
The Z value is missing from the entry. Please ignore this.
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