Cambridge Structural Database: OAokAnpwHEVO AMOBOETAPLO AVAYVWPLOUEVWV KoL
ETMUUEANUEVWV OPYOVIKWV KOl LETAAAO-0PYOVIKWV KPUOTAAALKWY SOUWV UKPWV
popiwv

‘Exovtag 16puBei to 1965 Kal pe LOTOPLKEC SOUEG TTOU XpovoAoyouvtal amod tn dekaetia
tou 1920, n Cambridge Structural Database (CSD) mepiéxel mavw armnod 1,1 ekatoppvpla
akplBeic Tplodlaotateg Sopég pe Sedopéva amo avaAloelg mepibAaong aktivwy X Kal
VETpOoViwv Kal mpooBetn emipélela and to CCDC. H Baon dedopévwy xpnoLpomoleital
amO EPEUVNTEC OMO TIC GAPUOKEUTIKEG, OYPOXNMULKEG KABWC KOl TIG XNMLKEG
Blopnyxavieg, mpokelpévou vo TpoPAsedpBouv kot va kaBodnynBolv HEANOVTIKEG
avakaAUPeLc.

MNANpw¢ xvnAatiowun Kot mpoofBaoiun, n CSD eival éva amopaitnto aflomoto
ETMIOTNUOVIKO epyaleio, Tou TmoapExel TmAnpodopie¢ yia peyoda bedopéva,
XPNOLLOTIOLWVTOG LOXUPOUC aAyoplOuouc yia poplakn avaiuon. Eivat amoBetnplo
6ebopévwy pe miotomnoinon CoreTrustSeal.

OL OpYyOVLKEC KPUOTOAALKEG SopEC eplAapBavouy:

e (DOappaka Kol GpopUAKEUTIKA TTpoiovTa
e Aypoxnuikd

* XPWOTIKEC

e EKPNKTIKA

¢ NMpwTeivikoUC OUVOETEC.

Ol HeTOANO-0PYOVIKEC KQUOTAAAKEG SOUEC TTepAaBAvVOLV:

e Metalwka Opyavika MAaiowa (MOFs)

e MovtéAa yla VEoUC KATAAUTEC

¢ Mopwdelg okeAeTOUG anoBrkevong aepiou
* BaolkoUG XNUIKoUG SeaOUC.

XapaKTNPLOTIKA

A§Lomiotn napouciacn TG XNKUIKAG SOUNG

MNANPpwG yvnAatiowun kat ofLOmLoTn, To TELPAMATIKA SeSopéva UTIOKELVTOL OF
ETUWMAEOV eMIUEAEL, WOTE va tepAappBavouv Sedopéva amod MPOoHETEG MNYES - yla
napadelypa Kowad ovoparta, Blodpactikdtnta, puotkn mpoéAeuaon, Staotavpwaon He
AGAAQ EVOVTIOUEPN MOPLA 1) PAKEULKA Helypata 1 moAUpopda. Autd ta mpodcbeta
Sedopéva EMITPEMOUY TNV EUKOAN opadomoinon, EVIoXUoVTAC OKO O TIEPLOCOTEPO TNV
(XvnAQoLpoTnTa Kol TNV afla Tou wg muAwva yvwong. OL Sopég pe atafia atouwv
napouctalovral Ue akpifela, xdpn otnv empéAeLla tou CCDC.

MANPWG EUMELPLKN

Ta dedopéva tng mpaypatikng {wng divouv aflomioteg mAnpodopieg kat
EMIOTNUOVIKOTATA oTn StbaokaAia.



ZNMUOVTLKOTEPN OO TO AOPOLOHA TWV EMLUEPOUG OTOLXELWV TNG

Ta 6ebopéva and pia cuAoyn 1,1 ekatoppupiou dopwv pmopouv va cuykplOoulv,
avaAuBouv kat opadomownBouv yla va avadelxbolv  OPOLOTNTEG, TACELC KO
KateuBuvTrpLleg 0bnyleg yla mepAltépw avaluon kal melpopatiopd. Eival oxedov
ameploplota o aflohoya amd TG HEMOVWUEVEG OSopéc Tou  Bplokovtat
QTTOLOVW UEVEC.

AwaAsttoupykotnTa Kot emavaAnuotnta

OAecg oL Sopgg mou katatiBevrat nAektpovika StaBgtouv ikd toug DOI mou Bonba
otnv edpappoyn twv apxwv FAIR yla SltaAettoupylkdtnta Kat emavoAnPLuotnto Twv
Sedopévwv.

Avalntnon Kot e§aywyn yVWoEwv

To AOYLOULKO ETUTPETEL VA epyaoTeite pe Ta dedopéva tng CSD yia tnv e€aywyn VEWV
YVWOEWV. AUTO tepAapBavel SnUooLa Ko LOLOKTNTA, TIELPAUATIKA KAl TIPOPBAETTOUEVA
6ebopéva.

Ztoxevote avalntnoels o€ So0MEG evOLadEPOVTOG

MNpoUmoAoylopéva urtooUvVoAa tnG CSD yla e€elSIKEUEVOUC TOUELG TNC XNUELXG TTOU
ETUTPEMOUV OTOUG EPEUVNTEG VAL OTOXEVOUV avalnTAoeLC o SOUEC evOLapEPOVTOG.



Cambridge Structural Database: The Comprehensive Repository of Validated and
Curated Small Molecule Organic and Metal-organic Crystal Structures

Established in 1965 with historical structures dating back to the 1920s, the Cambridge
Structural Database (CSD) now contains over 1.1M accurate 3D structures with data
from X-ray and neutron diffraction analyses and additional curation from the CCDC.
The database is used by researchers across the pharmaceutical, agrochemical, and fine
chemicals industries to predict and guide future discoveries.

Fully discoverable and accessible, the CSD is an essential trusted scientific resource
giving big-data insights using powerful algorithms for molecular analysis. A
CoreTrustSeal certified data repository.

Organic crystal structures include:

Drugs and pharmaceuticals
Agrochemicals

Pigments

Explosives

Protein ligands.

Metal-Organic crystal structures include:

Metal Organic Frameworks (MOFs)
Models for new catalysts

Porous frameworks for gas storage
Fundamental chemical bonding.

Features
Validated chemical representation

Fully discoverable and trusted, the experimental data is further curated to include
data from additional sources - for example common names, bioactivity, natural
source, cross-reference to other enantiomers or racemates or polymorphs. This
additional data allows easy grouping further enhancing discoverability and value as a
knowledge base. Disordered structures are clearly represented owing to CCDC
curation.

Fully empirical
Real world data brings trusted data insights and science to life for teaching.
Greater than the sum of its parts

The data from a collection of 1.1M structures can be compared, analysed and grouped
to show common themes, trends and guides for further analysis and experimentation.
Almost infinitely more valuable than the individual structures in isolation.

Interoperable and re-usable



All electronically deposited structures have their own DOI which helps for FAIR
principles of interoperability and re-use of data.

Search and extract knowledge

CCDC software enables scientists to work with the CSD structural data to extract new
insights. This includes public and proprietary, experimental and predicted data.

Target searches to structures of interest

Pre-calculated subsets of the CSD for specialist areas of chemistry that allow
researchers to target searches to structures of interest.



