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

https://twitter.com/RSC_CICAG  
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Chemical Information & Computer Applications Group Chair's Report 
 
Contributed by RSC CICAG Chair Dr Helen Cooke, email: helen.cooke100@gmail.com 
 
This is my final Chair’s report, as after three years I have come to the end of my term of office.  I am 
delighted that CICAG Committee member Chris Swain, Director and Founder of Cambridge MedChem 
Consulting, has taken over the role.  
 
Another change is that Stephanie North decided to resign from the Committee in February.  Many thanks to 
Stephanie, who joined the Committee in 2011, for her many contributions, including her regular Newsletter 
articles and acting as a judge on the RSC’s Undergraduate Research Bursary Panel in 2016 (this role has been 
taken over by Neil Berry ). 
 
The first half of 2017 has been a busy period for CICAG’s Committee. Here are a few highlights, all of which 
have more in-depth articles later in this newsletter: 
 

�x On 22 June, we held a scientific meeting at the University of Liverpool, Chemical Structure 
Representation: what would Dalton do now? We were pleased to be able to sponsor a student 
bursary, enabling Gianmarco Ghiandoni, a first year PhD student in the Information School at the 
University of Sheffield, to attend. We are grateful to the CSA Tr
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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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There is no charge to attend the meeting. Registration is available via the InChI Trust web site – www.inchi -
trust.org . 
 
 

Accessing the RSC's Digital Archive 
 
Contribution from John Hudson, Chair of the RSC Historical Group, with input from David Allen (RSC Library) and 
CICAG Committee Member Dr Helen Cooke  
 

 
 
The digitised material in the collection, which is of value to many chemists in addition to those with an 
interest in historical chemistry, can be accessed and saved by RSC members free of charge. You will need 
your member username, which is your 6 digit membership number (on your membership card), and your 
password, which is your date of birth expressed numerically in the format YYYYMMDD.  
 
To Access the Historical Collection 
 

�x Go to http://pubs.rsc.org/historical- collection 
�x On this page there is a panel where you can click to obtain general information on the historical 

collection and guidance on how to access. 
 
Books and Papers in the Historical Collection 
 
The RSC holds an extensive range of classic works, with titles by Lemery, Lavoisier, Priestley, Davy and 
others.  

�x Having reached the Historical Collection page (link above), click on Historical Books and Papers.  
�x Sign in with your member username a nd password.  
�x Either enter a search term, which will search the entire collection, or click on one of the four 

currently digitised components of the Historical Collection (Main Collection, The Roscoe Collection, 
Davy Bookcase, or The Nathan Collection), which will bring up a searchable list of the books in that 
part of the Historical Collection.  

�x An item in the collection can be downloaded and saved as a PDF file. Not surprisingly, the file sizes 
for books are large. 

 
Society Publications and Minutes in the Historical Collection  
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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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significant advances have emanated. The award is open to individuals or groups from anywhere in the 
world.  
 
The deadline for nominations is Thursday 31st August 2017. 
 
Nominations should be for achievement that meets one or more of the following criteria:  
 

�x A major and/or sustained contribution to the theoretical or experimental understanding of the 
information retrieval process  

�x Development of, or signifi cant improvement in, mechanisms, a product or service for the retrieval of 
information, either generally or in a specialised field  

�x Development of, or significant improvement in, easy access to an information service 
�x Development and/or exploitation of new t echnologies to enhance information retrieval  
�x A sustained contribution over a period of years to the field of information retrieval for example, by 

running an information service or by contributing at national or international level to organisations 
active in the field.  

 
Key characteristics that the judges will look for in nominations are innovation, initiative, originality and 
practicality.  
 
The information to be supplied in the nomination should comprise:  
 

�x The name, institutional address and qualifications of the nominee 
�x A brief biography (not more than one page of A4)  
�x A relevant bibliography (i.e. not comprehensive but including the key publications relevant to the 

nomination)  
�x A justification for the nomination, of not more than one page of A4, showing cle arly which of the 

Strix award criteria the nominee meets and how the criteria are met 
�x Additional material (e.g. letters of support -
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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 h ad 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 profes sional 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 
morni ng 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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Several speakers drew attention to an upcoming meeting “State and Future of the IUPAC InChI” at the NIH 
16-18 August 2017, and delegates were encouraged to attend. See http://www.inchi -trust.org/  and the 
separate article in this Newsletter for more information.    
 
There was a good Twitter discussion during the meeting (search #CICAGDalton  to see all Tweets), the 
themes and discussion points are represented in the word cloud below, produced by Neil Berry.  
 

 
 
 
The presentations were as follows: 
 

�x IUPAC: the role of international organisations in nomenclature and terminology in the internet age. 
Professor Jeremy F
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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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Google acquires data science community Kaggle  
https://techcrunch.com/2017/03/07/google-is-acquiring -data-science-community -kaggle/ 
Source: TechCrunch 
 
How GSK works with Yammer  
Does your organisation make use of Yammer as an information sharing and discussion tool? See how GSK 
adopted the technology; including appointing “Yambassadors”  (there is a video at the end of the piece). 
https://www.linkedin.com/pulse/how -gsk-works -yammer-janus-boye 
Source: Janus Boye 
 
Database of hazardous reactions launched  
http://cen.acs.org/articles/95/i12/Database-hazardous-reactions-launched.html  
Source:  Chemical & Engineering News, March 20, 2017 Issue - Vol. 95 Issue 12 
 
Innovative new features at ScienceOpen  
http://www.stm -publishing.com/innovative -new-features-at-scienceopen/ 
Source: STM Publishing News 
 
The challenges of moving between academia and industry  
Chemjobber, http://chemjobber.blogspot.co.uk/  on the challenges of moving from industry to academia —
and vice versa 
http://cen.acs.org/articles/95/i12/challenges-moving -between-academia-
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Major internet providers say will not sell customer browsing histories  
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http://www.reuters.com/article/us -reutersrankings-europeanuniversities-idUSKBN17Z09T 
Source: Reuters 
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