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Join the thousands of scientists
using the CSD data and CCDC
software to discover new drugs,
improve material stability, and
advance structural science.
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) Sign In Register Redeem Invitation

By registering on the CCDC website you can set your email preferences and add posts to CCDC forums. By registering, depositors can deposit data more easily and access and share
their data. CSD subscribers can access our advanced web services such as WebCSD. Your email address will be used In order to set up and verify your account. For more information
see our Privacy Policy.
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Deposit Structures Access Structures Contact Us My Account

C C D C Home Solutions Community Discover Consultancy Services Research Support and Resources

Support and
Resources

A CCDC login is required to access downloads. Register for free here.

Direct Downloads Request Download Links Need help?

Download updates for the CSD data and software, plus For any customer that has a current licence. Please get in touch with any queries, we are happy to

our free products. help!

Get links to download the full CSD portfolio, including
This includes a link to download Free Mercury. the database and all software like Mercury, ConQuest,
GOLD and more.

Read more ) Contact Support




Deposit Structures Access Structures Contact Us My Account

C C D C Home Solutions Community Discover Consultancy Services Research Support and Resources About

Downloads

Here you can download CSD data and software to your machine.

Need help to download and install the CSD data and software? Try our step-by-step video tutorial here.

A CCDC login is required to access downloads. Register for free here.

Direct Downloads Request Download Links Need help?

Download updates for the CSD data and software, plus For any customer that has a current licence. Please get in touch with any queries, we are happy to

our free products. help!

Get links to download the full CSD portfolio, including
This includes a link to download Free Mercury. the database and all software like Mercury, ConQuest,
GOLD and more.

Read more ) Contact Support
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Deposit Structures Access Structures Contact Us My Account

C C D C Home Solutions Community Discover Consultancy Services Research Support and Resources About

ccbe Support and Resources

CSDS Downloads

To obtain links for the latest CSD Suite installers, please enter your customer number and activation key below.

To be notified when new releases are available, register for our email updates here. See our Privacy Policy for more details.

Need help to download and install the CSD data and software? Watch our step-by-step video guide here.

Email Address

Customer Number @
X

Hithere, | can help you find the
Activation Key best place to get help, or pass
your message to the CCDC

support or sales team If required
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EifS ##A: Sales Operations <admin@ccdc.cam.ac.uk>
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Dear CSD System User,

Bz Please find below all of the CSD-Portfolio downloads available to you, together with related documentation. These links will remain active for 24 hours - after this time you can request a new set of download links to obtain access.
i
fipeE The majority of CSD-Portfolio functionality, such as the data, ConQuest, Mercury and GOLD, is contained in the CSDS download - we would recommend you start with this download.

FFRAE The Python API package links provided below are for advanced users to install into their own Python; the CSD-Portfolio installers include their own Python with the API pre-installed, so for standard use the separate API pip and conda
Bt packages should not be necessary.
BE | igsx

! The Pipeline Pilot and KNIME downloads are only required for integration with these systems.

T8I @
EEEF. The IsoStar server is only required to install a local IsoStar server - access is otherwise available from our public server at https://isostar.ccdc.cam.ac.uk
T
SABE Pipeline Pilot Component Collection Installation Instructions
P tTRS Pipeline Pilot Component Collection
STpeRLEE Python 3.7 CSD Python API KNIME module 3..0.15 Windows 64-bit conda installer
=E Python 3.7 CSD Python API KNIME module 3.0.15 Linux 64-bit conda installer

Python 3.7 CSD Python APT KNIME module 3.0.15 MacOS 64-bit conda installer
CSDS 2023.1 Release & Installation Notes

CSD Portfolio 2023.1 Windows Online Installer (recommended, 25 MB
CSD Portfolio 2023.1 Linux Online Installer (recommended, 25 MB)

CSD Portfolio 2023.1 MacOS Online Installer (recommended, 25 MB) > - Hi 7‘:
CSD Portfolio Download sha256 Validation Checksums I yw X/ \
—

Python 3.7 CSD Python APT 3.0.15 Windows 64-bit conda installer

Python 3.7 CSD Python API 3.0.15 Linux 64-bit conda installer
Python 3.7 CSD Python APT 3.0.15 Linux 64-bit pip installer
Python 3.7 CSD Python APT 3.0.15 MacOS 64-bit conda installer

CSD Python API example scripts

CSD Python API utilities

IsoStar Server (linux only)

Python 3.9 CSD Python APT 3.0.15 Windows 64-bit conda installer

Python 3.9 CSD Python API 3.0.15 Linux 64-bit conda installer
Python 3.9 CSD Python APT 3.0.15 Linux 64-bit pip installer
Python 3.9 CSD Python API 3.0.15 MacOS 64-bit conda installer
Python 3.9 CSD Python APT 3.0.15 MacOS 64-bit pip installer
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Python 3./ CSU Python APL KNIME module 3..0.15 Windows 64-bit conda installer

Python 3.7 CSD Python API KNIME maodule 3.0.15 Linux 64-bit conda installer
Python 3.7 CSD Python API KNIME module 3.0.15 MacOS 64-bit conda installer
CSDS 2023.1 Release & Installation Notes

CsD Portfolic 2023.1 Windows Online Installer (recommended, 25 MB)
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CSD Portfolio 2023.1 Linux Online Installer (recommended, 25 MB)

CSD Portfolio 2023.1 MacOS Online Installer (recommended, 25 MB)

CSD Portfolio Download sha256 Validation Checksums

Python 3.7 CSD Python API 3.0.15 Windows 64-bit conda installer

Python 3.7 CSD Python API 3.0.15 Windows 64-bit pip installer

Python 3.7 CSD Python API 3.0.15 Linux 64-bit conda installer

Python 3.7 CSD Python API 3.0.15 Linux 64-bit pip installer

Python 3.7 CSD Python API 3.0.15 MacOS 64-bit conda installer

Python 3.7 CSD Python API 3.0.15 MacOS 64-bit pip installer

CSD Python API example scripts

CsD Python API utilities

IsoStar Server (linux only)

Python 3.9 CSD Python API 3.0.15 Windows 64-bit conda installer

Python 3.9 CSD Python API 3.0.15 Windows 64-bit pip installer

Python 3.9 CSD Python API 3.0.15 Linux 64-bit conda installer

Python 3.9 CSD Python API 3.0.15 Linux 64-bit pip installer

Python 3.9 CSD Python API 3.0.15 MacOS 64-bit conda installer

Python 3.9 CSD Python API 3.0.15 MacOS 64-bit pip installer

Python 3.9 CSD Python API KNIME module 3..0.15 Windows 64-bit conda installer
Python 3.9 CSD Python API KNIME maodule 3.0.15 Linux 64-bit conda installer
Python 3.9 CSD Python API KNIME module 3.0.15 MacOS 64-bit conda installer
Python APT 3.0.15 Documentation

Python APT 3.0.15 Tests

C=D Portfollo 20251 Linux Offiine Installer {18 GB) == S p—— ;I:': A
CSD Portfolio 2023.1 MacOS Offline Installer (18 GB) % ?R 1
CSD Portfolio 2023.1 Windows Ofline Installer (20 GB) o

By downloading and installing the software you are agreeing to the Conditions of Use in the Release and Installation Notes. Note that the CSDS installers are over 9 GB in size and may take some time to completely download. Successful
download can be checked by following the instructions in the MD5 Validation Checksums link.
The CCDC website contains a wealth of documentation, FAQs, training resources and lots of other information to get started with the CSD-Portfolio software. However, if you do experience any difficulty with downloading, installing or

using any of these downloads, please contact our friendly support team at support@ccdc.cam.ac.uk who will be happy te help.
With Best Wishes,
Cccpc
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% csDinstallerOffline-2023.1-windows.zip 2023-05-22 12:10 WinRAR ZIP EaE s 21,452,040 KB
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\lindous Offline CSD Portfolio Installer
-~ Due to Windows having a limit of 4 GB for an executable file, it is not possible to create
e =T E =5 -5 an offline installer that will install both software and data. This package therefore contains
't-ﬁ; 9&“E’J§ L et -I\ an offline installer that will allow you to install CSD Portfolio software components
and a ccdc-data folder that contains all of the CSD Portfolio data. Together these can be used
to perform an offline installation as follows:
3_nNd-77 16:51 EEN .
ccde-data 2023-04-27 16:5 i 1. Run the CSDInstallerOffline executable and use it to install the desired CSD Portfolio
software components
. . _ 2. Copy the ccdc-data folder from this zip archive to the installation directory selected in
@ I:SDlnstalleroﬂl|ne.2ﬂ2gl1Iexe 2|:23-Ef_-2? 22:|:f_ _I' _1:' 1 ?:‘E 396... step 1, so that it is alongside the ccdc- softwara folder. Altar‘natlvely copy the ccdc-data to
- ! ! any other location, for example a network share, and use the mechanism detailed in the Release
& Installation notes to create a CSD.ini file that will tell the software to use this remote
3.04-27 16:47 e - . data location.
|=| README bt 2023-04-27 16:4 AL KB

71, Fh CRLF)

FH T Windows HIFTHAT STEEBR 1A 4 GB, K M JE 1 G E [R] e 22 58 B A O i WL 22 28 72 1« R, e 1R /\Hﬁmﬁzﬁzr%
235 CSD Portfolio BHAFHFFI—A cede—data LAY, HA A4 BT CSD Portfolio $idf. x%ﬂtTﬁﬁ ﬂimﬂﬂ}l;u%, un

FHR:

1. 3217 CSD Installer Offline WIHAT SCAFFHAS & 22T 75 1) CSD Portfolio FAFZH A
2. ¥ 3E zip AR H T cede—data SCAFIEEHI BED IR 1 Ak B 2225 B S, A HAL T cede—sof tware LA 5510 . 803, ¥ ccde—data
I BT ANAL B (B3t =) | 8 H Release & Installation YEETVEAIAN-BIINLEIEIZEE CSD. ini SO, 1% ARG & YR
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e Windows — Intel compatible, 64-bit:
e Windows 10 and 11
e Linux - Intel compatible, 64-bit:

RedHat Enterprise 7.6 or higher, and 8

CentOS 7.6 or higher

CentOS Stream 8

Ubuntu LTS 20 and 22

o macOS — Intel compatible or Apple ARM (via Rosetta 2 emulation)*, 64-bit:

e macOS 11, 12 and 13

e Disk Space:

e A complete install requires 37GB (7GB software, 30GB data)



o Approximately 50GB free disk space will be required during installation to allow for the cache
e By default the software will be installed in your home directory — if you have a quota you will
probably need to install it elsewhere and change the location of the cache too
e Minimum recommended RAM: 8 GB
e Minimum recommended RAM for use of CSD-CrossMiner: 32 GB

e Graphics card and drivers that support OpenGL version 2 (see this support database entry for more

details)

Al Je AT 8 Microsoft Visual C Runtime 3847 FE G EEIREIBAT I E R, M MR EOHR VC BT EE5%E
AT N HC AR R


https://www.ccdc.cam.ac.uk/support-and-resources/support/case/?caseid=4e3cf27d-0fd2-e811-a889-005056977c87
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Select Installation Type CCDC

The installer can install the free to use CSDTCommunity products Mercury and enCIFer. It
can also install the CSD Portfolio which requires an active licence to access. What
action do won want to take at thisz point?

() Install only CSD—Community products
This option will only install the free CSDCommunity products Mercury and enCifer

© Inztsll other software in the CSD Fortfolio

This option will enable wou to use wour CCDC licence to install and use other
products in the C5D Portfolio

CE—$® [F—£@ o] B

A )i 55 A 223 5E BERiR CSD
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Activate licence CC DC

Fleaze choose how wou would like to activate wour C3D licenzed features.

O I want to activate my licence using an activation key

Flease enter wour licence kew i — 0y =

() I want to activate my licence using a local licence server I have previoeusly set up

Licence Server host name or IF address Fort &090 |5

() I want to activate my licence after the installation

< E—%® L
B IR BER TR — I, NS AT L B B I AT B
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Package Selection CCDC

Thiz inztaller allows wou to choose which software to install. To help wou chooze the right
packages we have created zome options below that we believe work for certain typez of users.
If in doubt, install everything or =elect the custom option to select compoments wonrself.

Full Installation w

This option will install 21l software and data available in thiz installer. Thiz ineludes
the following software:

Mercury., Hermes, Confuest, CSD—rossMiner, enCIFer, GOLD, SuperStar, Mogul, Conformer
Generator, CSD-Editor., I=oStar and CSO Fiython AFT

hdditionally, the data that thiz software uszes will be installed You may fine tune wour

selection in the following dialogz You can alsoe add or remove components after install with
the maintenance tool.

¢ F—#E [T—%m® |  nE
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Package Selection CC DC

Thi=z installer allows wou to choose which software to install. To help wou choose the right
packazes we have created some optioms below that we believe work for certain types of users.
If in doubt, inztall evervthing or select the custom option to select components wourself.

Solid Form Scientist w

Thi= option will install what we believe will be of most nse to a Solid Form Secientist. This
includez the following software:

Merceury, Confuest, Mogul, Conformer Generator, CSI-Editor, I=soStar and C3D Fython AFT
fdditionally, the data that this =software uses will be installed. You may fine tune wour

selection in the following dialog. You can also add or remove components after install with
the maintenance tool.

Ct—$® [F—$®>] A
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Package Selection CC DC

Thiz installer allows wou to choose which software to install. Teo help wou chooze the right
packages we have ocreated some options below that we believe work for certain tuwpes of users.
If in doubt, install evervthing or select the oustom option to select components wourself.

Discovery Secientist e

Thiz option will install what we believe will be of most use to a Dizcovery Scientist. This
includes the following software:

Meroury, Hermes, Confuest, CSDCrossMiner, GOLD, SuperStar, Mogul, Conformer Generator,
I=oStar and CSD Python AFT

Additionally, the data that thiz software uses will be installed. You may fine tune wour

selection in the following dialog You can also add or remove components after install with
the maintenance tool.

¢ P20 [F—$m > EA
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Package Selection CC DC

Thiz installer allows wou to choose which software to install. Teo help wou chooze the right
packages we have ocreated some options below that we believe work for certain tuwpes of users.
If in doubt, install evervthing or select the oustom option to select components wourself.

Structural Chemist e

Thiz option will install what we believe will be of most use to a Structural Scientizt. This
includes the following software:

Meroury, Confuest, enCIFer, Mogul, CSD-Editor, I=soStar and C3D Fython AFT
Additionally, the data that thiz software uses will be installed. You may fine tune wour

zelection in the following dialoz. You can also add or remove componentz after install with
the maintenance tool.

¢ P20 [F—$m > EA
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Package Selection CC DC

Thiz installer allows wou to chooze which software to install. To help wou choose the right
packages we have orecated some optioms below that we believe work for certain tuvpes of users.
If in doubt, install everything or select the custom option to select components wourself.

Custom. . . V|

Select this option to select the software and data weu want to install in the next dialog

You can also add or remove components after install with the maintenance tool.

< E—# (B!
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~ B CCDC CSD Portfolio

v @ C5D Software Portfolio
B Mercury
B Hermes
B conQuest
B8 CSD-CrossMiner
B enCiFer
@ coLlD
@ SuperStar
B Mogul
B Conformer Generator
B CsD-Editor
B IsoStar
@ CSD Python API
B Licensing Activation Tool
B c5D Location Toaol
B Telemetry Helper Tool

Inztall CSD Software and Data
Portfolie.
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Use of this scftware is governed by an Agreement between the CCDC and vyour
ocrganisation.

L copy of the standard Licence Agreement can be wviewed by copying this URL and

pasting it into your browser's address bar: https://downloads.ccdc.cam.ac.uk/
licence agreement.txt

If you have any questions, please contact adminfccde.cam.ac.uk
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Activate Telemetry CCDC

The CCDIC would like to collect zome bazie, entirely anomgmous, diagnestic data on which C3D
applications and featuwres are used This will help us more effectively direet ouwr software
development efforts in the future. The options below allow will apply to all users.

Ho data on the details of structures viewed or searches performed will be included. Sending this data
will not impact the zpeed, zecurity or uzability of applicationz. For more details zes https://
wew. code. cam, ac, uk telemetry

'Z::::' Defer to each user when they first start a CSD Fortfolio application
o Activate Telemetry for all users

Tharnk wou for opting in to telemetry. It would further help us if wou could indicate below whether
wou are an predominantly an academic or industrial user. |

Select wour user type
o heoademic
':::::' Industrial

Other

(_) Frefer not to say

'I::::' Deactivate Telemetry for all uzers

¢ %6 [F—%£m > A
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FTEEF4EA OS0 Python APT
17 iRy 16 E2iEFEE .
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seikit—learn
solpy

thh

tenzorboard
tenzor flow

tenzor flow—basze
tensor flow—estima”
termoolor
threadpoolctl

th

tomli

tornadao
typing—extensions
typing_extensions
werkzeug

wrapt

xzhoast
xleuwriter

I

zipp

zlib

r=ztd

conda_offline chanmel Mwin—6d:
conda_offline_chammel Mwin—64:
conda_offline_charmel Mwin—6d:
conda_offline_charmel Mwin—d:
conda_offline chanmel /win—64::
conda_offline_chammel win—64:
conda_offline_chanmel MAwin—64:
conda_offline_charmel Mwin—6d:
conda_offline charmel win—64:
conda_offline_chammel win—64:
conda_offline_chanmel MAwin—64:
conda_offline_charmel Mwin—6d:
conda_offline charmel Mwin—d:
conda_offline chanmel Mwin—6d:
conda_offline_chammel Mwin—64:
conda_offline_charmel Mwin—6d:
conda_offline_chanmel Mwin—6d:
conda_offline chanmel Mwin—6d:
conda_offline_chammel Mwin—64:
conda_offline_charmel Mwin—6d:
conda_offline_chanmel Mwin—6d:
conda_offline charmel win—64:

rseikit—learn. 24, 2—py3ThafSbedd 1
tseipy—l. 7. 1—py3ThbERE3EL_O
(thb—2021. 6. 0-h2d 74726 _1
‘tensorboard-l. 14, 0—py37_0

tenzorflow—1. 14. 0-h1f41££6 0

ctensorflow—baze—1. 14, 0—py37he8dfbb3_0
ctensorflow—estimator—1. 14, O—py37hEcaldde_0
ttermeolor—1. 1. 0—py 2
tthreadpoolotl=3. 1. O—pvhSalsSel 0
(tk—8.6. 12-haffeT10_0

ttemli—Z. 0. 1—pyvhdSedlab_0

Ctornado—6. 1—py3Thec03£24_3
Ctyping—extensionz—4. 2 0-hdSedlab_1
Ctyping extensions—d. 2. 0—pyhatT0eTZ_1
cwerkzeuz 2. 1. 1-pyhdSedlab_0
cwrapt—1. 14, 0—py3Thee03£24_1
txghoost—1. B O—pyaThOS397549_1
txlsxwriter—3. 0. 1pyhdSedlab 0
txz—h. 2, 5-hE2deddT_1

czipp—3. 8. 0—pyhddedlab_0

tzlib-1. 2. 11-haffe710_1014

rzztd-1. 5. 2-hEZEEEE 0
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~ cede-data 2023-04-27 16:51 i
® CsSDInstallerOffline-2023.1.exe 2023-04-27 22:04 RFERE 1,756,396..
README.txt 2023-04-27 16:47 STASHE 1KB

2l cecde-data JCAFRPI L AT, Bfil5E a7l H

> EERE > % (D) » ProgramFiles » CCDC »

~

EfR =k =2 Fh
_ ccde-data 2023-04-27 16:51 pra=>
_ ccde-software 2023-05-22 14:38 i
_ ccde-utilities 2023-05-22 14:38 i
__ installerResources 2023-05-22 14:38 i
_ Licenses 2023-05-22 14:39 i
[ cede-maintenance-toal 2023-05-22 15:21 - 6 KB
@ ccdc-maintenance-tool.dat 2023-05-22 15:21 DAT 220 KB
@ ccdc-maintenance-tool.exe 2023-05-22 15:21 RIFERE 24765 KB
€ components.xml 2023-05-22 15:21 Microsoft Edge ... 10 KB
InstallationLog.txt 2023-05-22 15:22 AN 164 KB
@ installer.dat 2023-05-22 15:21 DAT 1KB

© network.xml 2023-05-22 15:21 Microsoft Edge ... 1KB
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ConQuest | Crosshin CsD CSD-Edito enClFer GOLD Hermes lsoStar Mercury Mogul
er Python
API
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https://www. labtube. tv/channel /MTY2MA/videos

10. BEZ 05, if A LY Support and Resources HH FAQs M .
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https://www. ccde. cam. ac. uk/support—and-resources/downloads/



