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Royal Society of Chemistry 

World-leading chemistry community 

 

• Over 49,000 members  

• Leading international not-for-profit 

publisher 

• Scientific policy and education 

• Conferences and events 

 



Leading international publisher 

• Our publishing activities span books, e-books, 
journals, databases and magazines 

http://www.rsc.org/Merck-Index/


Databases 

Literature 

Updating 
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Who am I? 

SRU 



cds.rsc.org 

chemspider.com 

Today’s presentation 



The NCDS is funded by the Engineering and 

Physical Sciences Research Council: 

• 5 year contract (2013 - 2017) 

• Free to UK academic institutions 

What is the National Chemical Database 

Service (NCDS)? 

 

Vision 

• A collection of best-in-class databases and resources 
 

• An environment for data validation, curation and model building 
 

• A platform for open collaboration 
 

• An environment for micropublishing 

 



Other departments 
 

Material scientists / engineers 

 

 

Who uses the 

NCDS? 

Chemistry Departments 
 

• Organic synthesis 

• Inorganic chemistry 

• Physical chemistry 

 

• Crystallography 

• NMR Spectroscopy 

 

UK Academia 

• Students: UG, PG 

• Researchers, all levels 

• Support staff 

Biochemists / biologists  
 



Access 

• IP authentication (on campus) 

• Shibboleth access (off campus) 

• Unlimited users 

• Some individual services require 

user names/password 
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Which resource is right for a 

user? 



Crystallography: Organic and inorganic 

 

 

ICSD 

>Inorganic Crystal Structure Database 

161,030 inorganic crystal structures 

1,716 crystal structures of elements 

Data from more than 1,900 periodicals 

Records from 1913 – present 

 

 

CSD 

>Cambridge Structural Database (from CCDC) 

>600,000 small-molecule organic and  

organometallic crystal structures 



Organic chemistry: Reactions 

SPRESIweb 

 

>Literature searching tool 

>Search by name, trivial names, molecular formula, structure 
other data points 

5.62 million molecules 

4.34 million reactions 

32 million factual data 

Highlights commercially available molecules 

Special keyword assignments 

 

 



Properties: Calculated and experimental 

ACD/I-Lab 

• Structure searching, 160 K compounds 

• Physicochemical properties 

• NMR spectra prediction and database 

 

 

 

DETHERM    thermophysical databases  

• 4 M data sets,  

• 129 K mixtures,  

• 38 K pure compounds 



Other resources 





NCDS: External resource list 

We have compiled a list of 100 free online scientific resources  

not provided by the Royal Society of Chemistry  

 

cds.rsc.org/externalresources.asp 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



NCDS: External resource list 



• Workshop material 

• Flyers and fact sheets 

• Videos 

• Webinar series 



Keeping in contact 

 
Newsletter 

Blog 

Twitter 

Online 

form 

Email 

Institution

al reps 



Vision: Data repository 

• Searchable, integrated, 
segregated repository of 
research data 

• Chemically intelligent with 
appropriate metadata 
standards 

• Data access including 
private, shared, embargoed 
and public 

 

Repository 

Compounds 

Reactions 

Spectra 

And more… 

Repository 



+ + =     Free to use 

 31 million structures 

 Over 500 different data sources, including: 

 PubChem, ChEBI 

 GSK Malarial compounds 

 Chemical Suppliers Catalogues 

 Patents 

 RSC journals 

 Physical properties, spectra, safety information and much more 

 Access it anywhere there’s internet 

www.chemspider.com/ 



What’s in a name? 

Systematic Name: 

(1S,3S,5R,9R,10R,11R,13R,14S,15R,17S,18R,19R,23Z,25R,27S,29
S,31S, ​33S,36S,37S,38R,41S,43S,49S)-11-[(4S,5E)-7-chloro-4-
hydroxy-2-met​hylideneocta-5,7-dien-1-yl]-10,14,15,17,27,43-
hexahydroxy-31-meth​oxy-18,36,38,43,49-pentamethyl-39-
methylidene-7,35-dioxo-8,12,4​ 5,46,47,48,50-heptaoxaheptacyclo 
[39.3.1.11,5.19,1​3.115,19.125,29.129,33] pen​tacont-23-ene-3,37-diyl 
diacetate 

Spongistatin 1 



New for 2015: Responsive design 

 



Basic chemical  

information 

Community tagging 

Much, much 

more 

information 





Spectra 

 



Community curation 

• Users can add  
• Descriptions, Syntheses and Commentaries 

• Links to PubMed articles 

• Links to articles via DOIs  

• Add spectral data 

• Add Crystallographic Information Files 

• Add photos 

• Add MP3 files 

• Add Videos 





ChemSpider SyntheticPages 



Micropublishing 



Micropublishing 

Deposit synthetic procedures on Synthetic Pages 

• Share/Highlight your chemistry 

 

Emphasis on reliable/robust chemistry 

• Not so easy to gauge in traditional publications 

• Platform allows users to comment/query protocol 

• Share good practice (including safety information) 

 

Records are citable (assigned DOIs) 



Interactive Data 

 



How to create a page 

 



Thank you 

cds@rsc.org 

ChemSpider@rsc.org 

 

@SerinDabb 

mailto:cds@rsc.org
mailto:ChemSpider@rsc.org


Training at University of 

Bath 
Linda Humphreys 



Course description 

 
The RSC National Chemical Database Service provides 

access to a suite of specialist chemistry databases 

including the well-know crystallography databases CSD 

and ICSD. This session will give an overview of the 

service and look in detail at the non-crystallography 

databases: Spresiweb (topic searching); Detherm 

(thermophysical properties) and ACDiLab (physical and 

chemical properties and property prediction). This 

session will provide an overview of the databases and 

short demonstrations to help you get started with using 

the databases. 

 



What was most useful?  

- Overview of all the RSC tools  

- All  

- Finding out that the different databases exist 

- ACD/I-Lab  

 

What was least useful?  

- Limited knowledge of crystallography databases  

- Nothing 

  

Anything missing?  

- Bit more knowledge of crystallography databases  

 

 What action will you take as a result of attending this workshop?  

- Search on RCS for crystal data  

- Use the service  

 


