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Above: Members of the RSC CICAG Committee meet at Burlington House this May 

 
CICAG aims to keep its members abreast of the latest activities, services, and 

developments in all aspects of chemical information, from generation through to 
archiving, and in the computer applications used in this rapidly changing area 

through meetings, newsletters and professional networking. 
 

 

     Chemical Information & Computer Applications Group Websites: 
 http://www.rsc.org/CICAG 
 https://www.liverpool.ac.uk/~ngberry/cicag/index.htm 

 
 

http://www.linkedin.com/groups?gid=1989945 
QR Code  

MyRSC   http://my.rsc.org/groups/cicag 
 

https://twitter.com/RSC_CICAG 



 

 
 
 

Table of Contents 
Chemical Information & Computer Applications Group Chair's Report 3 
Thanks to Outgoing Chair 3 
Introduction to the new CICAG Chair - Dr Chris Swain 4 
CICAG Planned Future Meetings 4 
Is you Job at risk of being Automated? 5 
Reaction InChI 5 
IUPAC InChI Meeting, August 16-18, NIH 6 
Accessing the RSC's Digital Archive 7 
New CICAG Website 8 
RSC CICAG Newsletter and Social Media Use Surveys 9 
Catalyst Science Discovery Centre and Museum Crowdfunding Project 11 

mailto:stuart@psandim.com






RSC CICAG Newsletter Summer 2017 5 

Is Your Job at Risk of being Automated? 
 
With thanks to Mark Whitehouse, 
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hashed versions of RInChIs, and auxiliary information which can be helpful in regenerating detailed 
reaction descriptions. Many examples of RInChIs are available.[5] 
 
RInChI Version 1.00 comprises six layers, which may readily be constructed by hand, provided that a 
program to generate InChI standard version 1.04 is available. The automated process for doing this will be 
described in §5.1. The layers are separated by a solidus symbol, commonly called "slash" ("/"), except for the 
layers which list molecules that are separated by "less than" and "greater than" signs: "<>" 
 

 
 
RInChI=1.00.1S/C6H12/c1- 4- 6(3)5- 2/h4H,5H2,1- 3H3/b6- 4+!C7H5ClO3/c8- 6- 3- 1- 2- 5(4-
6)7(9)11- 10/h1- 4,10H<>C6H12O/c1- 4- 6(3)5(2)7- 6/h5H,4H2,1- 3H3/t5- ,6- /m0/s1/d+ 
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This collection contains material produced by the Royal Society of Chemistry, the Chemical Society and the 
Royal Institute of Chemistry, including minutes of the Chemical Society from 1841 and the (Royal) Institute 
of Chemistry from 1877, magazines (e.g. Chemistry in Britain and Education in Chemistry), annual reviews, 
monographs, and lists of Fellows.  
�‡From the Historical Collection page (link above), click on Society Publications and Minutes.  
�‡Enter a search term (e.g. the title of an article in Chemistry in Britain), or click on one of the components of 
the collection (e.g. Chemical Society Council Minutes or Chemistry in Britain, and then select year and 
volume).  
�‡Note: for Chemistry in Britain and Education in Chemistry, when you have selected an issue, only the main 
articles appear in the contents list. The entire issue can be viewed by clicking the box Download full PDF. 
 
Papers in RSC Journals  
 
Also of great value is the archive of all journals published by the RSC and its predecessor societies from 1841 
(with the exception of issues less than 10 years old). This archive is published on a different platform from 
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The new website can be found at https://www.liverpool.ac.uk/~ngberry/cicag/index.htm. Please send any 
feedback directly to myself at the address above. 
 
 
 

CICAG Surveys: CICAG Newsletter and Social Media Use 
 
Contributed respectively by Stuart Newbold, RSC CICAG Newsletter Editor, email stuart@psandim.com and Dr 
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appear subsequently in Chemistry World and the newly renamed Voice (replacement for RSC News) so this 
is a short report. 
 
The meeting was chaired by Sir John Holman, the current President, and the financial report was given by 
the outgoing Treasurer, David Grayson. The meeting was quorate with 20 members present.  The immediate 
Past President, Professor Dominic Tildesley, was thanked for all his work and the incoming President-Elect, 
Dame Carol Robinson (University of Oxford), was welcomed. She becomes President in July 2018. She 
started as a Graduate trainee, worked in the pharmaceutical industry and is a winner of the Rosalind 
Franklin Award. 
 
The President reviewed the strategy of the last period which had 5 strategic priorities – promotion of the 
chemical sciences, encouragement of skills development, provision of chemical knowledge, support of 
membership, and development of organisational strength. Some highlights of these were the endless 
discussions about Brexit and its effects, meetings with Minister Jo Johnson and attendance at 15 government 
consultations, the support of 50 Outreach projects including Tim Peake and space, the support of emerging 
technologies, providing a well-trained supply of professional chemists – 15,000 CChems, 15 Registered 
Scientists and 15 Registered Technicians (he wished there were more of the latter). Other highlights were his 
influence on education policy as he is passionate about education and he has been giving evidence to the 
House of Commons (England) review, the production of 42, 000 journal articles, 100 new book titles, the 
move to Open Access by the publishing group, and organisation of 200 conferences and events around the 
world. The membership was praised for their giving of ‘Time for Chemistry’.  In terms of strengthening the 
organisational structure, the budget was much healthier than it had been and the deficit budget set for 2016 
of £6 million had not had to be invoked because overall savings prevented this from happening and the 
governance review had been started. 
 
The strategy for the next 5 years (2017-2020) encompasses the following 3 core roles for the RSC 
 
a) To be a provider of high-quality chemical sciences knowledge to all who need it 
 
b) To be the UK’s professional society for chemists – monitoring standards, supporting development and 
covering a wide-range of professions in chemistry 
 
c) To defending chemistry and to speak in the best interests of chemistry so as to influence decision makers; 
ensuring chemistry has a Voice 
 
RSC members are needed to support every aspect of the strategy.  
  
There will be a Governance Review during the next year and the results will be presented at the 2018 AGM. 
 
Preparations are going ahead for a celebration with the German Chemical Society of their 150th Anniversary 
this year. 
 
 

Meeting Report: Chemical Structure Representation – What Would Dalton Do Now? 
 
By RSC CICAG meeting organising committee member, Dr Helen Cooke, email: helen.cooke100@gmail.com 
 
This meeting, held at Liverpool University on 22 June 2017, explored current and future problems with 
structure representation, possible solutions and innovations necessary to overcome them. There was a strong 
focus on challenging structures and the limits of molecular representation, e.g. materials, biologicals and 
polymers, the feeling being that solutions for small organic molecules were already well established. The 
morning session was mainly concerned with identifying the problem areas; the afternoon primarily 
discussed possible ways forward and solutions. 
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Above: Panel discussion at the afternoon session 
 
There was a broad diversity of attendees, the majority of whom were from industry.  A number were from 
organisations based in the North West, which we were pleased to see as in 2016 and 2017 we have been 
widening our outreach by organising events outside London. 
 
CICAG was pleased to have been able to sponsor a student bursary which was awarded to Gianmarco 
Ghiadoni, PhD student in Professor Peter Willett’s group in the Information School at the University of 
Sheffield.  
At lunch time there was an interesting tour of Liverpool University’s award-winning Central Teaching Hub,  
which consolidates much of the undergraduate teaching within the Faculty of Science and Engineering. 
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Two major enhancements characterize version 3.0 of ICSYNTH. First, the reaction layout view introduced 
with V.2.2 has been enhanced to become a genuine reaction graph: precursors can be visualized as molecules 
or just kept as nodes. The side panel enables magnification of the information in the graph, giving users an 
immediate scan of the highlighted reaction, empowering easy browsing of the retrosynthetic analysis results. 
The second major improvement provides the possibility to work in a team. ICSYNTH V.3.0 enables project 
managers to define user groups able to work on the same target molecule, adding comments and 
exchanging information directly in the web-application. Furthermore the algorithm responsible for the 
precursor search has been improved, -5(w1TApi)-b92-b9 0.005 
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Major internet providers say will not sell customer browsing histories 
http://www.reuters.com/article/us-usa-fcc-data-idUSKBN1722D6 

http://www.reuters.com/article/us-usa-fcc-data-idUSKBN1722D6
http://acsmeetings.cenmag.org/start-up-showcases-organic-chemistry-education-app/
http://www.cambridge.org/about-us/media/press-releases/cambridge-university-press-partners-aje-launch-new-language-editing-service-authors
http://www.cambridge.org/about-us/media/press-releases/cambridge-university-press-partners-aje-launch-new-language-editing-service-authors
http://www.advancedsciencenews.com/references-can-impact-reproducibility/
http://acsmeetings.cenmag.org/chemistry-and-computer-coding-brought-together-in-nsf-funded-institute/
http://newsroom.taylorandfrancisgroup.com/news/press-release/harnessing-the-power-of-peer-review-taylor-francis-announce-new-trial-with
http://newsroom.taylorandfrancisgroup.com/news/press-release/harnessing-the-power-of-peer-review-taylor-francis-announce-new-trial-with
http://www.infotoday.eu/Articles/Editorial/Featured-Articles/Fake-news-and-the-librarians-duty-of-care-117248.aspx
http://www.infotoday.eu/Articles/Editorial/Featured-Articles/Fake-news-and-the-librarians-duty-of-care-117248.aspx
https://www.newscientist.com/article/2126738-google-uses-neural-networks-to-translate-without-transcribing/
https://www.newscientist.com/article/2126738-google-uses-neural-networks-to-translate-without-transcribing/
https://www.theguardian.com/commentisfree/2017/apr/19/why-open-source-pharma-is-the-path-to-both-cheaper-and-new-medicines
https://www.theguardian.com/commentisfree/2017/apr/19/why-open-source-pharma-is-the-path-to-both-cheaper-and-new-medicines
https://www.researchinformation.info/feature/picture-perfect
http://wolterskluwer.com/company/newsroom/news/2017/04/wolters-kluwer-announces-strategic-alliance-with-intellectual-property-service-provider-ktmine.html
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http://www.reuters.com/article/us-reutersrankings-europeanuniversities-idUSKBN17Z09T 
Source: Reuters 
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