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frequent posts and looks forward to your comments and interactions. Please also feel free to contact me 
directly with any questions or suggestions as to how your Committee can support you. 
 
 

Recognition for Doug Veal’s long service 
 
In our Summer 2015 Newsletter it was reported that Doug Veal had decided to retire from the Committee 
after 25 years’ service.  In recognition of Doug’s long service and many contributions to the CICAG and 
its predecessor, the Chemical Information Group, in the autumn Doug was presented with a 
commemorative plate and certificate.  Although no longer a Committee member, Doug will continue to be 
the CICAG’s point of contact for the Tony Kent Strix award (http://www.cilip.org.uk/uk-einformation-
group/awards-and-bursaries/tony-kent-strix-award), which the CICAG sponsors. 
 
 

Proposed CICAG Meetings for 2016 
 
Our Committee is working on a broad range of scientific meetings for 2016, which will be held at the RSC’s 
London headquarters at Burlington House and elsewhere in the UK.  Working titles for the proposed 
meetings are:  
�x “Mobile chemistry: content, compute, collaborate”.  Planned for summer 2016. Speakers currently 

being recruited.   
�x “Chemical structure representation: what would Dalton do now?”. To coincide with the 250th 

anniversary of John Dalton’s birth.  Meeting to be co-sponsored by the Chemical Structure Association 
Trust. Planned for autumn 2016. Speakers currently being recruited. 

�x “Chemoinformatics for Drug Design”. To be organised jointly with the Society of Chemical Industry. 
Planned for autumn 2016. 

More details will be available from the RSC’s Events listing and on the CICAG website 
http://www.rsc.org/CICAG nearer the time. 

 

Meeting Report: Measurement, Information and Innovation 
Digital Disruption in the Chemical Laboratory 

 
Contributed by RSC CICAG Chair Dr Helen Cooke  
 
This one-day scientific meeting, held on 16 October 2015 at Burlington House, was organised in partnership 
with the RSC’s Automation and Analytical Management Group (AAMG). The meeting addressed the 
challenges, opportunities and issues that arise through the digital transformation of laboratory work, in 
particular concerning the long-term processes for storing, maintaining, finding, using, interpreting and 
understanding scientific data and information.  Automation has significant implications for chemists and the 
skill set and expertise needed to optimise laboratory processes while ensuring opportunities for innovation 
are not reduced.  Although the 'scientific method' continues to define the basic principles of laboratory work, 
digital technologies raise new questions about:  
�x The authenticity and integrity of data acquisition  
�x The collation and management of data and information  
�x The interpretation and derivation of meaning from data  
 
In chemistry, we have the opportunity to learn from other's mistakes, and to manage the digital 
transformation in a controlled way. The meeting examined challenges, case studies, and there was plenty of 
time for lively discussions involving the audience as well as speakers.  
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Ten expert speakers with a diversity of experience from a broad range of industrial and academic 
organisations presented at the meeting. The topics and speakers were:  
�x The purpose, practicalities, pitfalls and policies of managing and sharing data in the UK.  Dr Danny Kingsley, 

Head of Scholarly Communication, Cambridge University. 
�x Allotrope Foundation, how a data standard and taxonomy for analytical data will support data integration and 

knowledge generation. Dr Gerhard Noelken, Technology and Innovation Group, Pfizer Pharmaceutical 
Sciences. 

�x Why we should embrace learnings from other industries. Peter Boogaard, Industrial Lab Automation.  
�x HELM (Hierarchical Editing Language for Macromolecules): A Pistoia Alliance project providing a standard for 

the storage and exchange of macromolecule structural information in the information ecosystem.  John Wise, 
Executive Director Business Development - Europe, Pistoia Alliance. 

�x Ensuring the machine learner gets the right tuition and AI gets its nose; standardisation and benchmarking in 
diagnostic marker discovery in exhaled breath. Professor C.L. Paul Thomas, Centre for Analytical Science, 
Chemistry Department, Loughborough University. 

�x Building the utopian dream – toward the integrated, paperless drug discovery lab. Dr Allan Jordan, Head of 
Chemistry, Drug Discovery Unit, Cancer Research UK Manchester Institute.  

�x Using machine learning and cloud technologies for point-of-care in vitro diagnostics. Dr Omer Casher, Chief 
Data Officer, SIME Diagnostics, Stevenage Bioscience Catalyst. 

�x Enabling creative scientists to focus on science: automation, workflows, dashboards, insight, aha!!!  Martin Owen, 
Data to Insight Activist, GlaxoSmithKline. 

�x Building the links. Mr Richard Kidd, Royal Society of Chemistry. 
  
Some speakers emphasised the difficulty of acquiring data, others the challenges of structuring data 
sufficiently for it to be useful, and others the problems with doing anything with the data that is available. A 
huge amount of data is available, more is continuously being generated, and ideas and methods for 
structuring data are developing and being used. Whilst the best paths forward may not be obvious, there are 
extraordinary opportunities ahead. 
 
It was suggested during one of the discussions that this meeting could be repeated outside London, possibly 
at local industrial organisations, where company employees and others could attend. This is something 
CICAG and AAMG will be exploring in 2016. 
 
The presentation slides and abstracts are available here: 
http://www.rsc.org/events/detail/18885/measurement-information-and-innovation-digital-disruption-
inthe-chemical-sciences 
 
 

Tony Kent Strix Award 
 
The UK e-Information Group, Geological Society, Burlington House, 6th.November 2015 
 
The Tony Kent Strix Award is presented at the Strix Annual Lecture which is organised by the UK e-
Information Group (UKeiG) in conjunction with the RSC CICAG, the British Computer Society Information 
Retrieval Specialist Group (BCS IRSG) and the UK Chapter of the International Society for Knowledge 
Organisation (ISKO UK), in recognition of outstanding contributions to the field of information retrieval and 
has been sponsored in part by CICAG for a number of years. The presentations reviewed here were the first 
in the UKeiG Annual Lecture Series, which have been sponsored by Google. UKeiG is 
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developed the STRIX software and database searching package – named after a genus of owls who have, of 
course, the ability to see in the dark. 
 

 
 

Speakers at the 2015 Tony Kent Strix Annual Lecture 
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events -> porn. For one individual, on average 30% of queries are actually repeats of ones made previously – 
this opens the possibility of personalised service. 
 
Although these logs show what people are doing, deducing as to why is another matter. Additionally 
providers would like to know the answers to questions such as: was the result successful? Were people happy 
with the results? So in addition to studying general behavioural (i.e. observational) logs, controlled 
experimental methods have been developed – laboratory studies, panel studies and large-scale log studies. 
 
A most stimulating talk, revealing how search engine providers are trying to better understand and improve 
their services. For brevity’s sake these notes are only a selection of the topics covered. For further 
information see:  http://research.microsoft.com/~sdumais 
 
Alan Tonge, November 2015 
 
 

Other Awards - Calls for nominations 
 
CSA Trust Grants: Applications Invited: The CSA Grant Program has been created to 
provide funding for the career development of young researchers who have demonstrated 
excellence in their education, research or development activities that are related to the 
systems and methods used to store, process and retrieve information about chemical  
 
2017 Herman Skolnik Award: Call for Nominations: Awarded by the ACS Division of Chemical 
Information to recognize outstanding contributions to and achievements in the theory and practice of 
chemical information science. Closing date: 1st June 2016. 
 
2016 Lucille M. Wert Scholarship: Call for Applications: Designed to help persons with an interest in the 
fields of chemistry and information to pursue graduate study in library, information, or computer science. 
Closing date:  1st February 2016 
 
2016 CINF Scholarship for Scientific Excellence: Call for Applications. Awarded by the ACS Division of 
Chemical Information, co-sponsored by InfoChem and Springer, and designed to reward students in 
chemical information and related sciences for scientific excellence and to foster their involvement in CINF. 
 
 

Other Awards - Recent Recipients 
 
2016 Herman Skolnik Award -  recipients are Stephen Bryant and Evan Bolton for their work on 
developing, maintaining, and expanding the web-based NIH/NLM/NCBI PubChem database and related 
software capabilities and analytic tools to enhance the scientific discovery process. 
 
Dr Stephen Heller Receives the 2015 Patterson-Crane Award for his work on the development of the 
IUPAC International Chemical Identifier (InChI). 
 
Jason Farradane Award: UKeiG is pleased to announce that the winner in 2015 is Sheila Webber, 
nominated for excellence in education and teaching in information science and for raising the profile of the 
information profession. 
 
 

Student Bursaries 
 
A number of Undergraduate Research Bursaries, funded by the Royal Society of Chemistry, will be available 
to students in UK and the Republic of Ireland Chemistry and related departments from June-September 2016. 
The purpose of the awards is to give experience of research to undergraduates with research potential in the 
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middle years (i.e. 2/3, 2/4 or 3/4) of their degree and to encourage them to consider a career in scientific 
research.  Applications relevant to the interests of the CICAG will be welcomed in the areas of 
cheminformatics, chemical information, chemical data management, chemistry data analytics, chemistry IT 
solutions and applications. Further information can be found here: 
http://www.rsc.org/Education/HEstudents/undergraduate-bursary.asp. 
 
 

Chemical Information / Cheminformatics and related Books 
 
1. In Silico Medicinal Chemistry: Computational Methods to Support Drug Design , Nathan Brown, RSC 
Nov 2015 
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The third section considers statistical learning methods, an integral aspect of computational drug discovery, 
and some of the best methods we have to investigate different properties. An introduction to 
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National Chemical Database Service News 
 
National Chemical Database Service (NCDS) now includes CrystalWorks, allowing you to do federated 
searches across CSD, ICSD and CrystMet. 
 
 

British Patent Information Professionals Presentations: “A Day in the Life of an 
Independent Patent Searcher”  

 
The British Patent Information Professionals (BPIP) group is an informal group of UK-based representatives 
of organisations with an interest in patent information. The group can trace its history back to 1990 when it 
started off as the Derwent UK User Group. Today the users enjoy the choice of a much wider range of patent 
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With a steady increase in patent activity around the globe, it is not surprising the 100 millionth small 
molecule registration comes from a patent. In this case, the substance was reported in a World Intellectual 
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�x PatentPak will be included in all GVP offers and renewal quotes for contracts beginning January 
2016 or later 

 
PatentPak Key Features  
 

�x Full-text patent PDFs from 11 major patent offices (soon to increase with an additional 20 offices) 
�x Patent family coverage in multiple languages, including English, German, Chinese, Japanese, 

French, Korean and Russian  
�x Page number links for indexed substances in CA/CAplus records directly link to interactive patent 

viewer 
�x Exportable patent PDFs with or without CAS analyst mark-up for sharing and printing  

 
Trials for PatentPak on STN are now available. 
 
Derwent Markush Resource (file name DWPIM) on STN® - The unified solution for generic chemical 
structure searching comes true 
The latest STN release, on November 19, 2015, delivers the Derwent Markush Resource (file name DWPIM) 
from Thomson Reuters to join MARPAT® from CAS, making new STN the only unified Markush solution, 
offering chemical patent searchers unsurpassed coverage and highly efficient access to the rapidly growing 
number of chemical structures disclosed in patents.  

DWPIM seamlessly integrates into the Thomson Reuters / Derwent chemistry content on new STN. 

For the first time, customers are able to conduct all of their structure and Markush searches on a single 
platform using premier chemical structure databases, including CAS REGISTRYSM, Derwent Chemical 
Resource (DCR), MARPAT, DWPIM and ReaxysFileTM . 

 
CAS Training in the UK 2016 

 
CAS Training in the UK 2016 
In addition to e-learning materials, CAS continues to offer instructor-led training for both STN® and 
SciFinder® in the UK. 
 
We conduct ‘in-
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Other Meetings/Conferences in 2016 
 
 
Jan 12-
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products, most notably Dictionary of Natural Products (DNP). John’s passion for natural product chemistry 
and his expertise in chemical nomenclature made him the driving force of DNP and he remained fully 
engaged to the end, updating, editing and proof reading entries for the next edition. He was also the co-
author of Natural Products Desk Reference, which will be published posthumously this year. He also 
possessed  a deep knowledge of the history of chemistry, and wrote two popular science books Chasing the 
Molecule and Bitter Nemesis: The Intimate History of Strychnine. A talented writer, engaging colleague, and 
dear friend, he will be sorely missed by everyone who was fortunate enough to know him. 
 
 

Other News Items 
 
 
Understanding Impact Factors, Wiley ChemViews, Jul 2015 
 
Dept. for Business, Innovation and Skills, metrics and non-selective QR allocation, Martin Eve blog Nov 
2015 
 
Many InChIs and quite some feat, Wendy Warr, J Comput Aided Mol Des Aug 2015 
 
Digital Instructional Materials Gaining Ground in Science/STEM Education, Simba Information Jun 2015 
 
DCL Announces Technology Breakthrough at USPTO: Over 1 Million Pages Each Month Automatically 
Transformed Into Searchable, Minable Content, Jun 2015 
 
Elsevier Solutions Address the Challenges of Lead Optimization in Early Drug Discovery, PR Newswire 
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RSC Periodic Table Free app for mobile phones and tablets; see also YouTube video 
 
Wikipedians reach out to academics, Nature News & Comment Sep 2105 
 
OCLC prints last library catalogue cards 
 
Retracted papers get hooked up to linguistic lie-detector, Chemistry World Nov 2015; Original paper in J. 
Lang. Soc. Psychol. 
 
Chemical Information and Computation 2015, Number One. 249th ACS National Meeting and Exposition, 
Denver, March 2015 
Wendy Warr & Associates' 45th ACS report covers papers on Drug Discovery; Molecular and Structural 2D 
and 3D Chemical Fingerprinting; 
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