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The Ninth International Conference on Chemi-
cal Structures, Noordwijkerhout, The Nether-
lands, June 5-11, 2011, was again chosen as 
the preferred venue to award the fourth CSA 
Trust Mike Lynch Award to Dr. Engelbert Zass 
of the Eidgenőssiche Technische Hochschule 
(ETH), Zűrich.  Dr Zass opened the conference 
by receiving the award and delivering the key-
note address titled, The Intermediary Reloaded 
- On the Need for a "Go-Between" to Infor-
mation Users and Producers, on Sunday even-
ing. See interview on pages 10-15. 

2012 Jacques-Émile Dubois Grant 
Award Winner 

 

 

 

 

 
The CSA Trust has awarded its 2012 Jacques-
Émile Dubois Grant to Dr. Tu Can Le, a Postdoc-
toral Research Fellow at the CSIRO Division of 
Materials Science and Engineering in Clayton, 
Australia.  Dr. Le’s proposal was one of six sub-
mitted from candidates around the globe and 
was selected based upon her creativity and the 
body of innovative research and publications 
that she has built despite the fact that her ca-
reer is still in the early stages of its develop-
ment. See page 5. 
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Above (from left to right): Guenther Grethe, Dimitris Agrafiotis, Phil McHale, Wendy Warr, Peter Loew, Peter 
Rusch, Bob Stembridge, Martin Braendle, Grace Baysinger, Guido Herrmann  

      Below (left): David Wild     

      Below (right): Trustee & Photographer,  Bonnie Lawlor 

 CSA Trustees not shown: 
 Gregory Banik 
 Andreas Barth 
 Renee Deplanque 
 Geoff Downs 
 Jonathan Goodman 
 Steve Heller 
 John Holliday 
 Xiaoxia Li 
 Irina Sens 
 David Winkler 

 

CSA Trustees at the Spring 2012 ACS National Meeting in San Diego  
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After many years of dedicat-
ed service, in December 
2011, Peter Willett decided 
to retire from the CSA Trust.  
Peter was a Trustee of the 
Chemical Structure Associa-
tion Trust from 2001 to 
2011.  Former positions 
have included: Committee 
member and minutes secre-
tary (1979-83) and Presi-
dent (1998-2002) of the 
Chemical Structure Associa-
tion.   

Joining the Academic Staff 
at the University of Sheffield 
as Lecturer in 1979 and 
promoted to Professor of 

Information Science in 
1991, his research, which is 
described in over 500 publi-
cations, has been principally 
in the area of chemoinfor-
matics, but he has also 
made significant contribu-
tions in bibliometrics and 
information retrieval, and in 
library science. Systems 
drawing on the chemoinfor-
matics research are in oper-
ational use throughout the 
pharmaceutical and agro-
chemical industries.    

Awards: Recipient of the 
Skolnik Award of the Ameri-
can Chemical Society 

(1993), of the Distinguished 
Lecturer Award of the New 
Jersey Chapter of the Amer-
ican Society for Information 
Science (1997), of the Tony 
Kent Strix Award of the In-
stitute of Information Scien-
tists (2001), of the Lynch 
Award of the Chemical 
Structure Association Trust 
(2002), of the American 
Chemical Society Award for 
Computers in Chemical and 
Pharmaceutical Research 
(2005), and of the Patterson
-Crane Award of the Ameri-
can Chemical Society 
(2010).  

major contributor to the 
Derwent-INPI-Questel coop-
eration, and to the develop-
ment of EPOQUE. 

He works with trade associ-
ations: PDG, WON, PIUG, 
PATCOM or GFII. He is a 
programme committee 
member of the ICIC Confer-
ence (Infonortics), served 
for 10 years as Associate 
Editor of the ACS Journal of 
Chemical Information and 
Computer Sciences and has 

After generously serving 
many years as a Trustee, 
Pierre also retired from the 
CSA Trust in 2011. 

Pierre Buffet received a de-
gree in Informatics at Ecole 
Centrale de Lille. He worked 
in Operational Research for 
the Navy before establishing 
the Pascal Database at 
CNRS. Cofounder of Questel 
in 1978, he initiated works 
with INPI, EPO, WIPO and 
Derwent. He has been a 

been President of EUSIDIC 
for 3 years. 

Awards: EUSIDIC Personali-
ty of the Year (1987), 
Online Silver Jubilee Life-
time Achievement (2001), 
and International Patent 
Information Award (2006). 

Peter Willett Retires as Trustee of CSA Trust 

Pierre Buffet Retires as Trustee of CSA Trust 

Johann Gasteiger Retires as Trustee of CSA Trust 

and Chemoinformatics. His 
research interests are in the 
development of software for 
drug design, simulation of 
chemical reactions, organic 
synthesis design, simulation 
of spectra, and chemical 
information processing by 
neural networks and genetic 
algorithms. 

Awards: In 1991, Johnny 
Gasteiger was awarded the 
Gmelin-Beilstein Medal of 
the German Chemical Socie-

ty for Achievements in Com-
puter Chemistry, in 1997 he 
received the Herman 
Skolnik Award of the Divi-
sion of Chemical Infor-
mation of the American 
Chemical Society, in 2005 
he was the recipient of the 
Mike Lynch CSA Trust 
Award, and in 2006 he re-
ceived the "ACS Award for 
Computers in Chemical and 
Pharmaceutical Research" of 
the division "Computers in 
Chemistry" of the American 
Chemical Society. 

With deep gratitude for all 
his efforts, after more than 
a decade as a Trustee, Jo-
hann (Johnny), retired from 
the CSA Trust in August 
2011. 

Johanny Gasteiger is Profes-
sor emeritus of Chemistry at 
the University of Erlangen-
Nurenberg, Germany.  
Founder of Molecular Net-
works, he has more than 25 
years experiences in the 
field of Computer-Chemistry 
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In Memoriam 

After a full and busy life and a long, hard illness, Prof. Dr. Reiner Luckenbach died on November 18, 2011 
aged 70. Prof. Luckenbach was formerly CEO, Chemical Content/Printed Media at the Beilstein-Institut für Lit-
eratur der Organischen Chemie.  

Dr. Tony Marchington, born December 2 1955, died on October 16 2011. He gained his B.A., M.A. and 
D.Phil. at Brasenose College, Oxford. He began his career as a product manager with ICI Agrochemicals in 
1983. In 1988, with his tutor Prof Graham Richards, he co-founded Oxford Molecular, which was floated in 
1994 and earned £10 million for Oxford University. Worth £450 million at the height of the biotech boom of 
the late 1990s, Oxford Molecular was sold for £70 million in 2000 to Pharmacopeia and is now part of Accel-
rys. Dr. Marchington was forced into bankruptcy by his ownership of the steam locomotive Flying Scotsman. 

Dr. Richard Pike, who died on July 23, 2011, aged 61, was chief executive of the Royal Society of Chemistry 
from 2006 to February 2011.  

A tribute to John Bradshaw, co-inventor of Zantac, appeared on page 43 of the December 2011 issue of 
Chemistry World. Dr. Bradshaw gained his PhD at the University of Manchester. He joined Allen and Hanburys 
in October 1971 and retired from GlaxoWellcome in 1999.  

Peter Norton passed away on July 23, 2011. He was the father of the Derwent coding system, for which 
achievement he received the CINF Herman Skolnik Award in 2002 and the IPI Award in 2009. 

Award for sustained contributions to 
the field of natural language pro-
cessing techniques for textual infor-
mation retrieval and to the indexing 
and retrieval of image, audio and 
video data. He now leads a team of 
40 researchers working in areas 
including life-logging, video analy-
sis, summarization and search, data 
aggregation in environmental sen-
sor networks, collaborative search 
techniques, data fusion from sensor 
networks and using sensors in me-
dia applications. He was founding 
director for the Centre for Digital 
Video Processing and the founding 
coordinator of TRECVid, which start-
ed as an independent evaluation 
exercise of the Text REtrieval Con-
ference (TREC) in 2001. 

Professor René Deplanque, for-
merly CEO of FIZ CHEMIE Berlin has 
been appointed General Secretary 
of the International Union of Pure 
and Applied Chemistry (IUPAC) 
from January 1, 2012, as successor 

Drs. Peter Murray-Rust and 
Henry Rzepa are the joint 
recipients of the 2012 Herman 
Skolnik Award presented by the 
ACS Division of Chemical Infor-
mation (CINF). 

Matthias Rarey, managing 
director of the Centre for Bioin-
formatics at Hamburg Universi-
ty and Karen Schomburg, a 
Ph.D. candidate in Rarey’s re-
search group, were awarded 
the ACS Division of Computers 
in Chemistry’s Emerging Tech-
nologies in Computational 
Chemistry Prize. Rarey present-
ed their research on a simple 
visualization technique for com-
plicated chemical substructures 
during the ACS national meet-
ing in Denver in August. 

Professor Alan Smeaton of 
the School of Computing, Dub-
lin City University is the winner 
of the UKeiG Tony Kent Strix 

to Prof. David StC. Black of the Uni-
versity of New South Wales. De-
planque wants to use this honorary 
position to stimulate international 
professional communication and IT 
in chemistry further, based on the 
IUPAC network and its globally re-
spected standardization activities.  

Dr. Robert Parker has been ap-
pointed chief executive of the Royal 
Society of Chemistry. Dr. Parker 
brings more than 25 years’ experi-
ence at the RSC to the role, having 
joined the organization in 1985 as 
assistant editor. The RSC’s journal 
portfolio rose to 30 as published 
content almost trebled during Dr. 
Parker’s tenure first as editorial 
director, before becoming managing 
director, publishing, in 2007. 
Markus Wagener is now Head Com-
putational Chemistry at Grünenthal. 

People and Places Column 
By Wendy Warr 

People and Places 
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The CSA Trust has awarded its 2012 Jacques-Émile 
Dubois Grant to Dr. Tu Can Le, a Postdoctoral Re-
search Fellow at the CSIRO Division of Materials 
Science and Engineering in Clayton, Australia.  Dr. 
Le’s proposal was one of six submitted from candi-
dates around the globe and was selected based up-
on her creativity and the body of innovative re-
search and publications that she has built despite 
the fact that her career is still in the early stages of 
its development. 

Dr. Le received a Bachelor of Science degree with 
honors in 2005 from the Faculty of Chemistry, Hanoi 
National University in Vietnam where she studied on 
a scholarship, and a Ph.D. in 2010 from the Center 
of Molecular Simulation, Faculty of Information and 
Communication Technologies at Swinburne Universi-
ty of Technology, Australia.  She has already won 
several awards, from the third prize in the Vietnam 
National Chemistry Olympiad for high school stu-
dents in 2001, to the Molecular Modeling 2007 con-
ference student prize and more recently the CSIRO 
Materials Science and Engineering Management 
Team APA award in 2011. 

Dr. Le’s Ph.D. involved molecular dynamics calcula-
tions of dendritic polymers. While working at CSIRO 
she has developed a machine-learning method for 
predicting, for the first time, the phase behavior of 
amphiphilic self-assembling nanoparticles designed 
for drug delivery. The model was tested by predict-
ing the nanophases produced when eleven new 
drugs were encapsulated in soft nanoparticles.  Sub-
sequent experimental validation of the prediction at 
the Australian synchrotron showed that the models 

were almost 90% correct.  According to Professor Dave 
Winkler, head of the CSIRO group in which Dr. Le works, 
this is a remarkable outcome given that researchers in 
the field consider the prediction of nanophase behavior to 
be intractable.  Her work will soon be submitted for publi-
cation to Nature Chemistry. 

Dr. Le will use the Grant funds to attend an informatics 
course at Sheffield University, England and to work brief-
ly with a research group at Imperial College London in 
order to broaden her experience and knowledge.  She will 
submit at report on her Grant-funded activities that will 
be published in a future edition of this newsletter. 

The CSA Trust Grant Program was created to provide 
funding for the career development of young researchers  
(ages 35 or less) 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 struc-
tures, reactions and compounds. The Grant Committee 
has already begun a call for the submission of proposals 
for the 2013 Grant Proposals must be submitted by 
March 14, 2013 and the maximum value of the Grant will 
be $3,000 (U.S. dollars).  For more information, go to: 
http://www.csa-trust.org/?page_id=9. 

 

Submitted by Bonnie Lawlor 

Chair of the Awards Committee, CSA Trust 
 
 

CSA Trust Jacques-Émile Dubois Grant for 2012 Awarded 
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Grant Proposal Study: The 
purpose of application to the 
CSA Trust Jacques-Emile Dubois 
Grant was for the travel expens-
es and publication costs associ-
ated with development and open 
access publication of a novel 
atomic partial charge kernel 
method that will further advance 
the state of kernel methods in 
QSAR research. 

Research Publications: The 
CSA Trust Jacques-Emile Dubois 
Grant for development of partial 
charge kernel methods has been 
acknowledged in the following 
peer reviewed publications and 

at oral presentations given at 
the following conferences: 

1. J.B. Brown, Y Okuno 

Unifying bioinformatics and 
chemoinformatics for drug de-
sign. Chapter 5 - Systems and 
Computational Biology - Bioin-
formatics and Computational 
Modeling. ISBN 978-953-307-
875-5, InTech - Open Access 
Publisher 

2. J.B. Brown, Y Okuno 

Systems biology and systems 
chemistry: new directions for 
drug discovery. Chemistry and 

Biology (In press). 

3. J.B. Brown, Y Okuno 

High-performance virtual 
screening of GPCR inhibitors via 
kernel methods incorporating 
charge, chirality, and rigidity. 
AFMC International Medicinal 
Chemistry Symposium (AIMECS) 
2011, Tokyo, Japan 

4. J.B. Brown 

Experimental polypharmacology 
discovery based on chemical 
genomics-based virtual screen-
ing. JCUP-2, Tokyo, Japan 

 

Grant Fund Report from 2011 Jacques‐Emile Dubois Grant Recipient J.B. Brown 

Technical Advancements: 

 As written in the grant proposal, the partial 
charge kernel system was completely re-
designed and re-implemeneted with the 
vision of an open source architecture that 
can be extended by the chemoinformatics 
research community. Design revisions 
greatly included the use of robust and reus-
able software design patterns. Once public-
ly released, researchers will be able to 
adapt the charge kernel implementation 
code to use new molecule subdivision 
methods, bond and atom similarity meth-
ods, rigidity analyses, and fragment simi-
larity modification functions. 

Future Publications and Open Source 
Release 

As of the end of December 2011, at least one 
more publication using the partial charge kernels 
is being planned. A manuscript has been draft-
ed, and final revisions are underway. 

The source code will undergo one additional 
audit and revision cycle before being released in 
2012. A follow-up extension of the kernels to 
deal with multiple maximum common subgraphs 
existing in two molecules will also be developed, 
pending time constraints. 

 

Research Enhancements 

During 2011, the partial charge kernels were ad-
vanced as follows: 

Conceptual advancements: 

 At the time of application for the research 
grant, the types of receptors being used for 
development and performance testing were 
limited to two steroid receptors and the hu-
man vitamin D receptor. As the initial imple-
mentation of the partial charge kernel neared 
completion, the class of targets was expand-
ed to include a number of G-protein coupled 
receptors which can be found on cellular 
membranes, as well as kinases and their 
inhibitors which are critical in cancer drug 
development. An example of the advantage 
of using the proposed partial charge kernels 
for GPCR inhibitor strength prediction is pro-
vided in Figure 1. 

 The charge kernels have been extended to 
allow for fragment-based drug disccovery. 
More concretely, the charge kernel concept 
now includes molecule subdivision which then 
further incorporates the originally proposed 
charge distribution similarity calculation. 

 The protocol to test all chemical similarity 
methods now incorporates the use of pareto 
optimality analysis, which is important in 
guiding model construction for accurate 
chemical property prediction. The protocol 
has been applied to partial charge kernels, 
various  fingerprint methods, and J.B. 
Brown’s previous chiral tree kernel method. 

Meetings with CSA 
Trustees   

 

During mid-November 2011, 
J.B. Brown had the 
opportunity to meet with 
former CSA trustee Dr. 
Johann Gasteiger and discuss 
a number of chemo-
informatics research topics, 
including possible future 
collaborations. Also, at the 
international symposium 
AIMECS 2011 held in Tokyo, 
J.B. Brown met current 
trustee Dr. Dave Winkler at 
the session for QSAR and 
virtual drug design. 
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J.B. Brown 

Post-doctoral researcher. 
Kyoto University Graduate School 

of Pharmaceutical Sciences.  
Department of Systems Bioscience 

for Drug Discovery 

http://pharminfo.pharm.kyoto-
u.ac.jp/~jbbrown/ 



 

Figure 1: Advantages gained by using partial charge kernels. Using the ChEMBL database, ligands for the human dopamine 1 (hDRD1) 
GPCR receptor were calculated for pairwise similarity. (Top) Many ligands are identical scaffolds with atoms of equal valence substituted, 
meaning that topology alone may be insufficient to properly model molecule similarity. Compared to the matrix of similarity values for 
existing tree pattern kernels (left matrix), the partial charge kernels (right matrix) developed in this research better distinguish differ-
ences in molecules due to atomic charge difference over identical topologies. On the left side of each molecule similarity matrix, the neg-
ative base-10 logarithmic value of the nanomolar inhibition constant Ki for each molecule is given, with lower inhibitory activity shown in 
red and greater activity shown in green (nM Ki values are also given above each chemical next to their ChEMBL ID). 
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A. Lawson, Organizer, Presiding 

 8:35   The Information Century and the Learned Society 
  Robert J. Massie Abstract 

 9:15   Beyond the journal: Innovation in 21st century publishing 
  Martin Tanke  Abstract 

 10:10   ChemSpider: Does community engagement work to build a quality online resource for  
  chemists? 
  Antony J Williams, Valery Tkachenko  Abstract  Video 

 10:50   Riding the wave: TIB`s strategy in the context of non-textual materials 
  Uwe Rosemann, Irina Sens  Abstract  Video 

The Herman Skolnik Award recognizes outstanding contributions to and 
achievements in the theory and practice of chemical information science and 
related disciplines. The 2011 Skolnik Award was presented to Professor Doc-
tor Alexander Lawson – better known to us all as “Sandy.” Sandy organized 
a fascinating full day symposium on “Information Services in Chemical Sci-
ences: Perspectives” with a roster of big name speakers: who else could 
have persuaded Bob Massie of CAS and Martin Tanke of Elsevier to appear in 
the same program? A full report on the symposium is elsewhere in this CIB.  
The symposium was followed in the evening by a reception generously fund-
ed by Elsevier, which allowed for some light-hearted “roasting” of Sandy by 
his Elsevier colleagues.   Phil McHale, Chair, CINF Awards Committee  
(Reprinted with permission from: ACS CINF Chemical Information Bulletin 63 
(4): 4, Winter 2011). 

Herman Skolnik Award Symposium Information Services in Chemical Sciences: Perspectives 

2011 Herman Skolnik Award Presented 

A. Lawson, Organizer, Presiding 

 1:35 Discovering drugs: Generating pharmacologically relevant leads that target disease 
  Robert C Glen Abstract  Video 

 2:15 From data to knowledge capture and retrieval in Medicinal Chemistry - if we only knew  
  what we already know 
  Torsten Hoffmann Abstract  Video 

 3:10 Enriched research documents at the cutting edge: When research papers no longer  
  make sense on paper 
  Rudy Potenzone Abstract  Video 

 3:50 Reading the e-leaves 
  Wendy A Warr Abstract  Video 

 4:20 Challenges and opportunities in preserving the scientific record: Reaxys and beyond 
  Alexander J Lawson Abstract  Video 

A full report of this symposium is available in ACS CINF Chemical Information Bulletin 63 (4): 18-25, Winter 
2011 
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Images from: ACS Division of Chemical 
Information Photostream on Flickr 

http://www.flickr.com/photos/cinf/sets/ 

6144373637/ 

Top: Sandy Lawson, Martin Tanke, Wendy Warr, Jan 
Brase, Tony Williams 

Middle: Sandy Lawson, Bob Massie 

Bottom: Sandy Lawson, Juergen Swienty-Busch 
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Top:  Rudy Potenzone, Sandy Lawson, Wendy Warr, Torsten Hoffmann, Bobby Glen 

Bottom: Sandy Lawson, Steve Heller, Guenter Grethe (three Skolnik Award Winners) 



Dr. Peter Murray-Rust and Prof. Henry Rzepa are the 
joint recipients of the 2012 Herman Skolnik Award pre-
sented by the ACS Division of Chemical Information 
(CINF). 

The award recognizes outstanding contributions to and 
achievements in the theory and practice of chemical 
information science and related disciplines. The prize 
consists of a $3,000 honorarium and a plaque. The 
winners will also be invited to present an award sym-
posium at the Fall 2012 ACS National Meeting to be 
held in Philadelphia. 

Peter Murray-Rust and Henry Rzepa are recognized for 
their continued efforts to advance the field of chemical 
informatics, particularly in electronic and online forms, 
for opening standards to facilitate first-class science, 
and promoting new ways to collaborate and exchange 
chemical data. Through their efforts they have dramat-
ically improved the ways in which molecular data are 
embedded in published scientific articles, preserving 
chemical identifiers and facilitating indexing and 
searching online. Their work has had a huge impact in 
the fields of chemical document analysis, chemistry on 
the Internet, and in the orchestration of a viable strat-
egy for making electronic chemistry information as 
widely accessible and usable as possible in our infor-
mation age. 

Henry Rzepa and Peter Murray-Rust have been closely 
associated with chemistry on the Internet, and were 
the only two chemists at an early WWW conference 
held in CERN in 1994. From this they were involved in 
the use of XML and development of the Chemical 
Markup Language (CML). Other Internet-related pro-
jects led by Henry include how a chemical journal 
might evolve to benefit from the Internet (the CLIC 
project, jointly with Cambridge University, Leeds Uni-
versity and the RSC), an exploration of online chemical 
conferencing (the ECTOC series), the ChemWeb discus-
sion forum, the Molecule-of-the-month columns, and co
-organizing the first ever Internet-focused session at 
an ACS national meeting (in 1995) dedicated to the  

Internet and the Web, along with dedicated workshops in 
Washington DC, the UK, and at Imperial College. In addition 
to his Internet-related activities, Peter has also overseen 
development of software including OSCAR1 for experimental 
data checking and its extension to OSCAR4 for chemical 
tagging and other chemical natural-language processing; 
OPSIN name-to-structure conversion (delivered as Open 
Source to the community); Chem4Word add-in; and Crys-
talEye online resource of crystal structure data from the 
Internet. Peter has also been very active in the principles 
and practice of Open Data, in chemistry and elsewhere, and 
he was one of the team that defined the Panton Principles 
(honored by the SPARC Innovator, 2010). 

Peter has B.A. and D.Phil. degrees in chemistry from the 
University of Oxford, and was a lecturer at the Universities 
of Ghana and Stirling. After a period in industry as Head of 
Molecular Graphics at Glaxo Group Research, he turned to 
academia as Professor of Pharmacy at the University of Not-
tingham, and is currently Reader in Molecular Informatics 
and Senior Research Fellow, Churchill College, University of 
Cambridge. 

Henry has a B.Sc. in chemistry from Imperial College, Lon-
don, and Ph.D. and D.Sc. (London). After a period as a 
SERC Postdoctoral Fellow at the University of Texas, he re-
turned to Imperial College, London, where he has held the 
Chair in Computational Chemistry since 2004. 

Henry and Peter’s pioneering and continued efforts have 
changed the ways in which chemistry is handled, shared, 
stored and communicated on the Internet for the better of 
all, and they are worthy recipients of the 2012 Herman 
Skolnik Award. 

Phil McHale, Chair, CINF Awards Committee (Reprinted with 
Permission from ACS CINF Chemical Information Bulletin, 63 (4): 4, 
Winter 2011). 

 

 

 

 

 

 

Image credits:  

Peter Murray-Rust: http://www.ch.cam.ac.uk/person/pm286 

Henry Rzepa: http://www3.imperial.ac.uk/people/h.rzepa 

Chemical Markup Language (Peter Murray-Rust and Henry Rzepa 
hard at work): http://www.xml-cml.org/documentation/history.html 

2012 Herman Skolnik Award Winners Announced 
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Dr. Engelbert Zass is head of the Chemistry Biology Pharmacy Information Center of ETH Zurich. An organic 
chemist by training, he specialized in chemical information after receiving his Ph.D. in 1977, and collected more 
than 30 years experience in searching, operating and designing chemistry databases, as well as in support, training 
and education of users of chemical information. He has given numerous lectures and courses in Europe and the 
U.S., is author of more than 60 papers on chemical information, and served on several advisory boards. From 1999 
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Martin Brändle: In the 1970s, after chemists had 
graduated – as you did as organic chemist in 
Professor Eschenmoser’s group at ETH Zurich – it 
was common to either become an industrial 
researcher, maybe after a postdoc in the US or two, 
or to aspire at an academic career. However, you 
decided to specialize in chemical information and 
chemical literature searching, which was quite 
untypical. What were your reasons and motivations 
behind this step, and how did you try to get into in 
this field? 

Engelbert Zass: Already as an undergraduate 
student at Cologne University I became I think 
interested in chemical literature above average.  For 
example in the later stages of my „Diplomarbeit“ 
which I did with the late Prof. Emanuel Vogel on 
bridged 14-annulenes I had a large literature 
collection using punched-hole cards, which was 
state-of-the-art technology. When I changed to 
Zurich to do my PhD, I continued to have that 
interest. In the final stages of my PhD thesis which 
was about chlorophyll I got involved in a very new 
project that Prof. Eschenmoser started as the 
beginning of prebiotic chemistry in that group. So I 
did a lot of literature searching for professor 
Eschenmoser about aminonitriles and all that in 
printed Chemical Abstracts and in the printed 
Beilstein handbook, sitting in the library for days. 
That way, Prof. Eschenmoser obviously got a feeling 
that I had an interest in literature and also some 
talent for that, which became quite important later 
on. Because when I had to decide what to do after 
my thesis, going for a postdoc or going into 
industry, when I discussed the idea of going into 
chemical information with my immediate colleagues, 
most of them declared me plain nuts!  Fortunately, 

I wasn’t discouraged because Prof. Eschenmoser 
encouraged me in doing that. After my thesis he gave me a 
chance to stay at ETH and get myself into chemical 
information. Another important starting point that he gave 
to me: He had found out that Prof. Quinkert at Frankfurt 
University started working with databases and collecting 
experiences as we had done at ETH. He made 
arrangements so that I was invited to Frankfurt where I 
met not only Prof. Quinkert but also Prof. Rehm who was 
one of the pioneers of database searching in Germany. 
Because Prof. Quinkert was on the advisory board of the 
Beilstein Institute, I became involved when he demanded a 
special meeting of the board which should investigate the 
feasibility of making the Beilstein handbook into a 
database. I argued that Beilstein will be gone in the next 
five years if it were not made in a database right away. I 
didn’t make myself a lot of friends in this board with this 
very strong opinion. However, two owners of the Springer 
company who were publishing the Beilstein as a printed 
handbook, Dr. Goetze and his son, Prof. Goetze were 
impressed by some of my arguments, and saw that I later 
could join the planning board for the Beilstein database. 
The people on that board including Prof. Luckenbach, the 
late director of the Beilstein institute, sketched the outline 
for what later became the Beilstein database and the work 
of that expert group finished with the outline for a large 
fund request which neatly fitted into the new 
Fachinformationsprogramm of the German government – of 
the ministry of research and education. Beilstein was lucky 
that there was money around to do what they could never 
have done with the revenues of the handbook which were 
of course going down already at that time. And I was 
extremely lucky to be let’s say at the right time and the 
right place and meeting a lot of people like Prof. Rehm and 
Prof. Luckenbach and many other in the Beilstein Institute. 



MB: Were there other key stakeholders who 
supported your way at ETH Zurich? 

EZ: A really key encounter was Josef Meienberger, at 
that time the head of the chemistry library. Of course 
I had known him before, being a good customer 
already as a graduate student of that library given 
my interest in the literature.  But we really got into 
close contacts when in 1979 shortly after I had 
already decided to go into chemical information, the 
chemistry library got access to databases. First 
Dialog, then later on what at that time used to be 
SDC Orbit. And actually, in the decision to license the 
latter for ETH I already had my fingers in that 
because one of my major arguments was that they 
had the only available reaction database, CRDS 
(Chemical Reactions Documentation Service) – which 
was a system where you still had to handcode your 
reaction by using the PDR code. That was the only 
way to search directly for reactions. Later on, the 
contacts with the library and with Josef Meienberger 
in person became extremely important for my further 
career at ETH and also for my further specialization 
into chemical information. I have to say I never had a 
formal education in library business. Everything  that 
I learned about libraries, well almost everything, I 
learned from Josef Meienberger. 

MB: Whereas in the US, library schools exist which 
offer also specialization in chemical information, there 
is no equivalent in German speaking countries to my 
knowledge. Only a few chemists have formal library 
training, many are switch-overs and self-learners 
when they enter chemical information. What would 
you recommend to young chemists who would like to 
start a career in chemical information? Which 
prerequisites should they bring today?  

EZ: Like with all fields of chemistry, you should have 
really a very keen interest and a very strong 
engagement for that particular field. Chemists that 
work in the lab and do syntheses, of course, take 
their pleasure as I did in the earlier times from 
executing very nice chemical reactions. If you are 
going to work with chemical information you have to 
take your pleasures and motivation from other 
corners. That means you have to take pleasure in 
helping other people to find what is necessary for 
their research. You should also have some knack for 
reading and understanding things. You have to learn 
and to relearn all the time with the systems 
changing. Close contacts to database producers 
already at an early stage of your work are very 
important. Because only by speaking to the people 
that develop the databases you get the chance to get 
more information about their workings and about 
their insides then by just doing the searches, reading 

the manuals and the help pages. That information 
from behind the scenes in my experience you need 
not only to do your everyday work, doing searches 
and helping people, to do their searches and train 
people to do their own searches properly, but also – 
and that is important  for the database producers – 
you need to have this detailed information in order  
to give them feedback. You have to cooperate with 
several producers which is a problem because this is 
a highly competitive field. That means you have to 
earn the trust of competing companies, which is not 
exactly easy, and also demands a strong work ethic. 
Work ethics, not only towards the database 
producers, but also towards your customers to keep 
quiet about things which have to be treated 
confidential, is a very important aspect of our field. 
That’s very often forgotten or not discussed. If you 
earn that trust, you can really make a win-win 
situation for you, for your customers and also the 
database producers. That’s the only arrangement that 
will work in the long run. 

MB: You were one of the early adopters of computer-
based chemical literature searching in academia in 
Europe. At this time, chemical online and in-house 
databases were on the rise and this was an exciting 
field. Can you tell us a specific highlight how you tried 
to introduce databases at ETH?  

EZ: Introducing CrossFire at ETH was particularly 
demanding. I remember I was in a meeting in 
Manchester when Sandy Lawson of Beilstein first told 
me about what then turned out to be CrossFire. After 
I had beta-tested CrossFire – and beta-testing 
worked only by loaning a computer from IBM and 
with the help of some people from Beilstein and a 
colleague from the University of Zurich – both Josef 
Meienberger and I were extremely fascinated and we 
were convinced that we should have CrossFire. Then I 
said „wait a moment, if we have that who is going to 
do the operating?“ – He said „you are doing that!“, 
and I said „I can’t do that, I’m a chemist, I’m no 
computer scientist!“ He used the following argument 
to convince me: „Look, you got that thing going, with 
a machine you didn’t know, with no manuals, with 
nothing. We now buy you a machine with manuals 
and everything and then you can do the operating.“ 
Actually, very shortly after I had started that, other 
universities, first the University of Basel, asked for 
access to our server and to share it. This was the 
start of our chemistry database consortium in 
Switzerland. We ended up running CrossFire for all 
eight universities involved. That was more than five 
years before the official Swiss Consortium of  
Academic Libraries was founded at the ETH Library.    
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MB: If you compare these early times with today: Do 
you see still open, unexplored fields in chemical 
information your young colleagues should 
investigate? 

EZ: It’s difficult to compare that. Of course, in the 
earlier times there were many firsts. The first 
systems where you could do substructure searches at 
all, DARC, and CAS Online, which now of course is 
SciFinder. The first reaction database systems with a 
GUI, actually the first end-user systems with a GUI, 
like Reaccs from MDL, Synlib and Peter Johnson’s 
ORAC; reaction databases which came about almost 
at the same time. So the time was obviously ripe for 
that in the early 1980s. Of course, with such 
spectacular things where an entire new segment of 
chemical information became available electronically 
at all or available in a form that was useful for end-
users, you no longer have these experiences and the 
wonderful feelings that we had when we first saw 
these systems and people using and liking them. 
Now, there are more incremental steps and 
incremental advances. But I think, there are still a lot 
of things that need to be done in chemical 
information. People of the younger generation 
shouldn’t be frustrated that we got all the firsts and 
there is nothing left as far as innovation and 
usefulness goes. Think about all the wonderful things 
you can do now with an iPad or with a smartphone. 
It’s the same information, but it’s going to be shown 
and used in a completely different environment, 
which means a lot of difference and progress for the 
user. It means also a lot of progress for the 
information specialist. So we are on a different level 
than in the earlier times, but there is a lot of 
innovation still going on and that is one of the really 
fascinating things in that field. 

MB: Reaction searching and reaction databases, but 
also evaluation of chemical databases are one of  
your special interests, and you have published book 
chapters and journal articles on this topic.  I often 
follow – with fascination –  your discussions about 
how you try to tackle a difficult search problem in a 
systematic manner. What, do you think, is driving or 
motivating you to sit during hours at the terminal or 
computer, testing out and analyzing various 
databases and search strategies?  

EZ: I think there is a rather simple answer to that: 
Once a synthetic organic chemist, always a synthetic 
organic chemist. Having worked for two major 
players in that particular field, first Emanuel Vogel 
and then Albert Eschenmoser, it’s very clear that I 
looked for syntheses, for reactions in my new field, 
chemical information, as I had done when still 
working in the lab. I think this explains the 

background. In 1985, another great name in 
synthetic organic chemistry, Prof. Seebach, contacted 
me and wanted me to evaluate Synlib and to write an 
article for the Swiss journal CHIMIA about that. When 
he suggested that, I said, well, I’m interested in that, 
but I think what one should do is to also compare the 
other similar systems, Reaccs and ORAC. Stefan 
Müller, a graduate student and I worked very hard in 
comparing these systems and installing them and we 
wrote an article in CHIMIA. Having seen these 
systems and estimated together with Stefan the 
value such systems might have for organic chemists 
doing their everyday work here at ETH, we not only 
arranged that we could license and use all three 
systems, but from that time really I got kind of stuck 
with reaction databases. In reaction searching, you 
have in many cases text search, substructure search 
and data search, for example searching for a certain 
product and starting material, given certain reaction 
conditions, given maybe a name reaction. You have 
that all together. So, for me, reaction searching is 
kind of really the king sub-discipline in chemical 
information retrieval. On top of that, you have 
mapping of reaction centers. Hence, for me it was 
quite clear and quite easy to be fascinated by that 
field and come back any time again when there was a 
new database or a new problem to tackle.  

MB: In the early 1980s, you began to offer database 
search courses for students and PhD students and 
obtained a formal lectureship for teaching chemical 
information at ETH Zurich. So, you actively taught 
and promoted "information literacy", long before 
European libraries and library schools took up this 
term and implemented programs for it.  Later, you  
tested various implementation models for chemical 
information instruction and were also a proponent of 
Web-based teaching that you introduced at ETH in 
1998.  You also contributed as one of the two 
international partners of the five-year German BMBF 
Project "Vernetztes Studium – Chemie (VS-
C)" ("Networked Chemistry Studies", now 
ChemgaPedia) educational multimedia materials on 
chemical information and its history. However, in the 
last few years, courses of the Information Center 
comprise frontal presentations, live demos and 
exercises on real searches for lab courses. Why this 
transition to a more traditional model of teaching? 
Are the instructional tools still not at the point where 
they should be? 

EZ: When electronic teaching started at ETH, at that 
time again encouraged by Josef Meienberger, I was 
the only person from the entire chemistry department 
that participated in one of the pilot projects for using 
teaching software. I used this in an already 
established chemical information course because I  
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was fascinated by the combination of using the 
computer both for searching and teaching. But I was 
a little bit disappointed when I informed the students 
about that, because I needed participation, they were 
quite reluctant to do that, and one of them quite 
clearly told me that he would never accept any 
computer or screen however helpful it might be as a 
substitute for a teacher in person with whom one 
could discuss and whom one could ask questions. 
Later on, the experience that I gained with that 
helped us when we participated in the afore-
mentioned large German project. But in the course of 
that project and after that I learned that the effort to 
adapt electronic teaching material to the ever-
changing interfaces and databases means an 
enormous amount of work. It is much faster and 
much less tedious to adapt PowerPoint slides or 
screenshots or, let’s say softer or less high-tech 
teaching tools. That’s one of the reasons I think we 
are doing a good job with the kind of courses we do 
and with the way we do these courses at the time 
being at ETH. Another important aspect is, in the 
time where everybody uses Google and Wikipedia, 
really the major problem in chemical information is to 
win people to search also other sources besides 
those. In my experience, the personal example that 
you give, personally talking to people and motivating 
them is very important. I tell new students as an 
experienced, older colleague to learn these things, try 
these things and do these things, and when they 
have a problem, to come to us, since we are both 
capable and willing to help. Getting this personal 
message over to the people is a very important part 
of our business. I must admit I expected more from 
these electronic teaching tools, expected them to be 
more useful for me as a teacher and also have more 
effect on my students. In that, I must say, I’m a little 
disappointed. 

MB: During your work on creating e-learning modules 
for the Gmelin handbook and CrossFire Gmelin in the 
VS-C project, I obtained the impression that you had 
found besides reaction databases your second love, 
structure representation of inorganic and 
metallorganic compounds. Tell me how you convey 
this difficult topic  to undergraduates. 

EZ: Well, the major difficulty is, that nobody, let 
alone a first or second year student, expects really 
any difficulties with molecular formulas. But the fact 
is, that a lot of databases and other sources – 
particularly Chemical Abstracts – do have problems 
with molecular formulas, because they come up with 
things like normalization and acidic hydrogens kept in 
the molecular formula of the salt of a chalcogenic acid 
that are not only extremely far away from what 
students and other users think, but it’s also almost 

hopeless to try to teach them. And I think this is one 
of the fields not as spectacular as many of the 
developments we have seen where really databases 
must be improved to meet more the expectation of 
the users.  That’s not only a question of the interface. 
I think, generally speaking, a lot of things have been 
done and invested into graphical user interfaces, and 
some wonderful work has been done. Both Reaxys 
and SciFinder in their look and feel and their 
functionality – just to give two examples which of 
course are very important for us chemists, but the 
same is true also for many other sources –  a lot has 
been invested there. But behind these very modern 
interfaces we have as a legacy – and this is the not 
the so nice part of the legacy, in very established 
information products such as Beilstein, Gmelin, and 
Chemical Abstracts – we still have a lot of data 
structure and old rules for handling, normalizing, and 
structuring data. I think we have to look critically, 
much more critically, than has been done so far on 
these aspects. The kind of things we still can do with 
the user interfaces to help the users are somewhat 
limited. I think we now have to look beneath these 
surfaces. In my opinion, not just for the molecular 
formula, but for some other things a lot of work needs 
to be done. For some of these data structures, there 
exists a kind of time bomb and we have to kind of 
defuse them. I’m certainly not demanding unrealistic 
things, say to scrap the entire data structure and do 
something new. But somehow the dangers in the data 
structures have to be defused for the users. That work 
can not be done entirely or not even to a major extent 
at the level of the user interfaces.  

MB: With the change from the traditional client-server 
model to the web-based model, did you also observe 
a change in user behavior?  

EZ: When the whole thing started, the first users, 
particularly with the command-driven systems, were 
very much afraid of using that. That dramatically 
changed with the first GUIs that came with Reaccs 
and Orac.  There, people would still come and want 
some help, but they would start doing a lot of things 
themselves. What was very important at that time 
was that we started to have computers in the 
individual labs, so people didn’t have to go to the 
library, and of course being able not only to do it due 
to the GUIs but also at the lab bench helped a lot. 
Then, of course, in the third stage came the World 
Wide Web and all the search engines, the older ones, 
Yahoo and now of course Google. It became quite 
natural for people to do their own searches. This 
generation and even the generation before feel 
completely at ease in using computers for whatever 
they do. And that helps. Because in the beginning the  
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technology was for end-users a barrier to get to the 
information. That fortunately is no longer the case. 
On the contrary we rather have the other 
development that using computers is becoming so 
part of everyday life that people don’t even think 
about how they use them and why they use them. 
For a lot of computer applications in everyday life 
that is no problem at all. I think, in chemical 
information that can be a problem, because chemical 
information apart from all the technical tools which 
greatly improved, reflects of necessity the complexity 
of chemistry itself. And using, addressing and 
searching chemical information is demanding 
chemistry. With the modern electronic tools, many 
things in chemical information look too easy, and that 
can be a danger. 

MB: With respect to content and function, do you still 
see gaps that should be filled, either by new products 
or by improving existing products?  

We not only have to think about improving the 
products, but particularly, and as least as important, 
improving the usage and the utility of  the products. 
This is something where database producers and 
designers of interfaces can help us. But I think that is 
the major task for us as information specialists and 
as teachers of chemical information.  We started in 
doing the searches for other people, because for the 
time being we were the only people that had the 
technical knowledge and the content knowledge to do 
that. From then, we went in two different directions. 
One direction was that we got into much, much closer 
contact with the producers and gave them a 
necessary feedback to improve the products and 
made suggestions and all that. And I think we have 
to continue doing that. It’s still necessary, there are 
still improvements to make and I think, we can say 
something about that and we should also have a say 
in that. In the other direction, we should go more to 
the users and train, teach, and support them. Less 
doing searches for them, but more help them and see 
to it that the things that we licensed, that we know, 
get into the right channels.  

MB: In your public lectures, you often stress the role 
of the chemical information specialist as intermediary 
between database producers and publishers on one 
side and the users on the other side.  In your 
experience, did this role change over time? Why is it 
still important, given that database producers  and 
publishers have direct means to reach the end-users?  

EZ: You are absolutely right to address the fact that 
now producers, given the Web, given blogs, e-mail 
and all these communication features, have means to 
address end-users directly. And by all means they 

should use them. I found out – maybe that’s also a 
question of my previous experience  and a question 
of age – that I sometimes see things quite differently 
than the end-users see them. I think, improvement in 
the systems, improvement brought and asked for the 
producers in the future will have to come from two 
channels: From some motivated end-users - because 
some end-users are just not interested in talking to 
producers, we know that, because we have 
sometimes problems organizing these things for the 
producers – and from the information specialists. 
Because the information specialists in their searching 
and teaching role still have their middle position, and 
from that middle position they still have to say a lot 
of important things. But it’s not only their opinion, 
their experience that should be taken care of by the 
producers. They need to have both, the end-user and 
the information specialist. So it’s now a kind of a 
magic triangle. You have to have good 
communications and good relations and also the 
understanding that the contacts along the sides of 
the triangle are profitable for both parties involved in 
a one-to-one contact. If we can keep that up and 
improve that, I think, then we will also see 
improvement in chemical information. Both in the 
products and in the usage.  

MB: There are librarians who say „why should I 
invest my time if I don’t get any reward or feedback 
from the database producer“ ... 

EZ: One could even phrase that more pronouncedly: 
We pay a lot of money for these products and some 
of them are overpriced anyway; why should we by all 
means invest our precious and expensive time, why 
should we give that experience to producers so that 
they can make even more money and charge even 
higher prices?  For at first sight, that is an argument 
that carries some merit. But I think we have to think 
first about improving the products. And improving the 
products is not only something that’s profitable or 
rewarding for the producers, it’s also rewarding  for 
us.  If we do that, we have to invest, we ourselves 
and the institutions that pay for our efforts.  We have 
to invest more than we get back if you calculated it 
on the Cent or Euro or Dollar. But I still think this is 
and should be made a win-win situation. But of 
course, you need understanding from the producers. 
Producers, so said to squeeze us like a lemon, both in 
charging and in getting a feedback, that will not work 
in the long run. Because in such a relation the trust 
that I mentioned before is missing. I think there are 
quite obvious ways of doing that: For example,  
producers could honor good ideas and good feedback 
by saying for the next year you get a price reduction 
or something like that. It need not only be tangible 
benefits at that. There is a problem here, I admit  
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that. Producers would be well advised to keep an eye 
on that, to keep up the trust and to really make a win-
win situation. 

MB: In this sense, you understand the Mike Lynch 
Award  also as an appreciation for your role as 
intermediary? 

EZ: Yes, I do. Because this is, as you know, a lifetime 
achievement award. I think, most of the achievements, 
if I made major achievements, I made them in my role 
as an intermediary. Looking into the databases at 
many times much more closely than the average user 
would have done that, and from that investment of 
time, and sometimes it was a very significant 
investment of time, being both better able to help 
users with their problems or better to teach them, and 
on the other hand, telling the database producers more 
about their databases and their strengths and 
weaknesses than an average user or average 
information specialist without that engagement would 
be able to do. I think in chemical information, given the 
way chemical information is handled, we will always 
need intermediaries. See, even if you imagine –  that’s 
a dream of the open access movement – that all the 
scientists look after their own publications and we 
wouldn’t need publishers or only in a minor, much 
more specialized role than they are now, even in a 
system like that,  I think, you would need an 
intermediary between all the information that is 
produced and stored, and the people that need that. 
Because, if you really nail it down to that aspect, it 
doesn’t make a difference whether it’s just one large 
open access server run by United Nations, or whether 
it’s competing servers run by Elsevier, Chemical 
Abstracts, Wiley or who else. The role of the 
intermediary in the chemical information production 
and dissemination process, I think, is quite the same. 

MB: In 2003, you became head of the Chemistry  
Biology Pharmacy Information Center of ETH Zurich, 
which is a small-to-mid-sized library with about 70'000 
documents and 100-200 databases. In this role, you 
are a proponent of a local, subject-specific and user-
oriented library model that contrasts with the 
centralized model of many main libraries, especially in 
Western Europe. In recent years, this local model came 
under pressure, since licensing of electronic information  
and budgets for large projects such as data 
preservation is transferred  to central institutions - and 
with those also decision power.  Do you think that 
small libraries still have a chance to survive this 
pressure, and under which conditions they have?  

EZ:  Yes, I absolutely and strongly do so. A major 
argument for the development you described in your 
question is economies of scale. Nothing against 
economies of scale. But what is far more important in 

science and in scientific information particularly is 
quality of service. Centralization and large institutions 
make sense for licensing contracts, national licenses 
for journals or for databases. You need large, 
centralized organizations that can deal with the 
producers on the necessary level. But central 
organizations are by definition far away from the user. 
Let’s not forget: I think if there is one thread carrying 
through all this interview, that’s the problem that we 
do have, despite all the wonderful technologies and all 
the wonderful sources, problems to get to the user.  
Getting to the user and getting the information we are 
paying for is a major problem and will rather increase 
than decrease. From that it can be very easily 
deduced that you need to have units as near to the 
users and as much tailored to the user needs as 
possible. And that can be only small units. A lot of 
traditional library operations are amenable to 
centralization and concentration. The successes that 
libraries and universities had in doing that, I think, 
has clouded their reception of a lot of other things, 
major things in information, in library science, that 
can not be handled by that centralized big science, big 
business way. And so, I think, small tailored units, 
units where scientists themselves, not just librarians 
or librarians with a scientific background have a say 
and so to say run the show will be more important 
than ever. 

MB: In a few weeks, you will retire after 40 years of 
work at ETH Zurich. Can I ask a personal question? 
Can you tell us about your hobbies and projects you 
envisage?  

EZ: I always took a strong interest in literature in 
general, not only in chemical literature. I also liked 
the opera, I liked music. What could perhaps be best 
considered as my hobby is cooking at home. After 
some time, I missed doing creative things with my 
hands in the lab, so I transferred the desire to do that 
to the kitchen. I want to have time for that. I would 
certainly keep an eye on what’s going on in chemical 
information and if there are projects around where I 
could participate or projects I could do I would be 
open for that. 

MB: Thank you very much. 
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The Council of the American Chemical Society met in 
San Diego, CA on Wednesday, March 28, 2012. Some 
of the highlights of the meeting are as follows: 

 

Nominations and Elections 

President-Elect: The Committee on Nominations & 
Elections (N&E) put forth for Council vote four nomi-
nees for the office of 2013 ACS President-Elect:  
Thomas J. Barton, Luis A. Echegoyen, William A.  
Lester, Jr., and Barry M. Trost.  Council voted to se-
lect Thomas J. Barton and Luis A. Echegoyen as the 
final two candidates whose names will appear on the 
fall ballot. 

 

Other Elections 

The Committee on Nominations and Elections an-
nounced the list of nominees to represent District I 
and District V on the Board of Directors for the term 
2013-2015.  Nominees for District I include Barbara 
J. Garrison, Thomas R. Gilbert, Neil D. Jespersen, and 
Julianne M. D. Smist. Nominees for District V are 
John E. Adams, Frank D. Blum, Peter K. Dorhout, and 
Frankie K. Wood-Black. The final ballots with two 
candidates for each district will be mailed on or be-
fore October 10 to all members in District I and Dis-
trict V for election of a Director from each District.  

The Committee on Nominations and Elections also 
announced the selection of the following candidates 
for Director-at-Large for a 2013-2015 term: Carol A. 
Duane, Valerie J. Kuck, Bonnie Lawlor, and Ingrid 
Montes.  The election of two Directors-at-Large will 
be conducted in the fall.  Ballots will be mailed to the 
Council on or before October 10, 2012. 

 

ACS Dues for 2013 

Council voted to approve the recommendation from 
the Committee on Budget and Finance with regard to 
the 2013 membership dues (an increase of $3.00 - 
from $148 to $151).  The increases to ACS dues are 
based upon an escalator defined in the ACS Bylaws 
(Bylaw XII, Section 3,a).  The dues are calculated by 
multiplying the base (current) rate “by a factor which 
is the ratio of the revised Consumer Price Index for 
Urban Wage Earners and Clerical Workers (Service 
Category) for the second year previous to the dues 
year to the value of the index for the third year previ-
ous to the dues year, as published by the United 
States Department of Labor, with the fractional dollar 
amounts rounded to the nearest whole dollar”. 

Report from the Committee on Budget & Fi-
nance 

Despite the sluggish economy, the American Chemi-
cal Society generated strong operating results in 
2011.  Total revenue was $472.0 million, up +1.8% 
over 2010.  The Net from Operations was $20.9 mil-
lion, or $7.7 million favorable to budget.  This result 
was attributable to better-than-expected perfor-
mance by the ACS Publications Division and careful 
expense management across the Society.  While op-
erating results were favorable, Unrestricted Net As-
sets declined from $130.5 million to $102 million.  
The decline was primarily due to a sizable accounting 
charge related to the Society’s closed postretirement 
benefit plans.  ACS ended the year in compliance 
with four of the five Board-established financial 
guidelines.  The slides presented at the meeting can 
be accessed at: http://portal.acs.org/portal/
PublicWebSite/about/governance/committees/
budget/CNBP_029717. 

 

Approval of Chemical Professional’s Code of 
Conduct 

Council voted to accept the newest edition of the 
Chemical Professional’s Code of Conduct (last revi-
sion was in 2007).  The changes are minor.   A state-
ment that says “comply with safety policies and pro-
cedures” has been added to the section on the re-
sponsibilities of chemical professionals to their em-
ployers.  In the section on responsibilities of chemi-
cal professionals to their employees, the wording 
now reads “… respect the professionalism of their 
subordinates and have concern for their well-being…”  
Other minor changes address the environment and 
respect for colleagues despite their level of education 
and whether they come from government, academia 
or industry or from other scientific and engineering 
disciplines. 
 

Meeting Attendance 

As of the evening of Tuesday, March 27th, the spring 
national meeting had a total of 16, 864 attendees as 
follows: 

Regular:   8,933 
Guests:                386 
Students:   5,727 
Exhibitors:   1,065 
Exhibit-only:           753 
 

Report from the American Chemical Society Council Meeting Held on March 28, 2012 
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A total of 11,716 papers were presented at the meet-
ing. Spring meeting attendance since 2004 is as fol-
lows: 

2004:  Anaheim, CA:  14,141 
2005:  San Diego, CA:  15,385 
2006:  Atlanta, GA:  12,546 
2007:  Chicago. IL:  14,520 
2008:  New Orleans, LA:  13,454 
2009:  Salt Lake City, UT: 10,668 
2010:  San Francisco, CA:  18,076 
2011:  Anaheim, CA:  14,047 
2012:  San Diego, CA:  16,864* 
 
* as of Tueday, March 27th 
 

 

ACS Membership at Record Level 

As of December 31, 2011, ACS membership totaled 
164,215 – the highest number in ACS history.  The 
Society lost 23,145 members, but gained 24,249 
(16,092 Regular Members and 8,157 Undergraduate 
Members).  There are 16,500+ student members in 
1,000+ student chapters. 

 

Chemistry Job Outlook 

It was reported that as of March 1, 2012 the U.S. 
unemployment rate for chemists is 4.6% - the high-
est in 40 years!  There were 943 job seekers at the 
job fair held at the conference.  They were competing 
for 85 positions being offered by 31 employers.  A 
virtual job fair held earlier attracted 2,673 job seek-
ers and 14 employers. A column on career tips will be 
included in Chemical & Engineering News beginning in 
April. 

 

Chemistry Teacher’s Association Approved 

The Society Committee on Education supported the 
recommendations from a task force to create a stand
-alone association for chemistry teachers housed 
within ACS, supported by professional staff and gov-
erned by a volunteer board of association members.  

 
Special Discussion Item 

A special discussion item was put on the Council 
agenda for this meeting.  ACS President Bassam 
Shakhashiri presented and moderated a discussion on 
“What is your reaction to the proposed topics for the 
ACS Climate Science Tookkit?” President 

Shakhashiri’s working group on ACS Climate Science 
has developed a preliminary web-based toolkit that 
ACS members can use as a resource for understand-
ing and communicating basic climate science.  Fol-
lowing the presentation, Councilors engaged in a 
robust discussion on the proposed toolkit, and of-
fered numerous suggestions for consideration.  

 

THE BOARD OF DIRECTORS 

At the San Diego meeting, the ACS Board of Direc-
tors welcomed and received reports from several 
international guests representing the following scien-
tific societies: the Canadian Society for Chemistry, 
the German Chemical Society, the Hungarian Chemi-
cal Society, the International Union of Pure and Ap-
plied Chemistry, the Mexican Chemical Society, and 
the Royal Society of Chemistry. 

 

Respectfully submitted April 7, 2012 

 

Bonnie Lawlor 

Councilor for the ACS Division of Chemical             
Information 
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  Beilstein Symposium 
  May 14th – 18th, 2012 
  Yachthotel Chiemsee 
  Prien, Germany  

 

The interdisciplinary approach of scientists, who combine 
knowledge from the natural sciences, engineering and informat-
ics in the design and synthesis of molecules, makes possible the 
exploration of the limits of miniaturization, operation and effi-
ciency for both natural and artificial machines. The aim is to be 
able to routinely design molecules or systems with desired phys-
icochemical or physiological properties.  
 
For example, the manipulation and control of molecules on sur-
faces to bring about the functionalization of the surface or of the 
molecules themselves is important for a wide variety of applica-
tions, e.g., the engineering of synthetic biological systems, diag-
nostics and delivery devices. The realization of these abilities 
rests not only upon the availability of synthetic expertise but 
also on the many essential methods of imaging, lithography and 
computation, which allow us to begin both the assembly and 
control of molecules, together. However, the difficulties associ-
ated with being able to simultaneously understand and control 
assembly, recognition, transport and motion at the molecular 
and systems levels need to be addressed. Therefore, this sym-
posium brings together scientists from different disciplines to 
discuss, from their own points of view, the contemporary state 
and future perspectives in molecular engineering and control.  
  
The hotel is located directly on the shore of the Chiemsee and 
can be reached easily by train from Munich. The secluded set-
ting and the limited number of participants, provide a very con-
vivial atmosphere for the ready exchange of thoughts and ideas. 
 
Please find further general information, the scientific program, 
the first circular and the registration form on our web site: 
www.beilstein-institut.de  Places at the symposium are limited 
and will be allocated on a first-come basis. 
 
Aspects covered by this symposium: 

•        Molecular control on/of surfaces 
•        Biological transport processes   
•        Manipulation of metabolic pathways/protein engineering    
•        Self-organization/Molecular self-assembly    
•        Imaging, diagnostics and sensors   
•        Drug delivery 
•        Molecular motors    
•        Artificial (biological) systems 

Speakers include: 

Tuesday, 15th 

Eric Drexler (Oxford, UK) 
From Molecular Devices to Molecular Systems Engineering: Put-
ting the Pieces Together 
 
Darryl J. Bornhop (Nashville, TN, USA) 
Is Back-scattering Interferometry a Universal Molecular Interac-
tion Platform? 
 
Eiichi Nakamura (Tokyo, Japan) 
New Horizons in Single Molecule TEM Imaging 
 

David A. Winkler (Clayton, Australia) 
Molecular Control of Stem Cell Fate 
 
Nediljko Budisa (Berlin, Germany) 
Towards the Genetic Code with a Maximum Degree of Chemical 
Liberty 
 
Frank Schulz (Dortmund, Germany) 
Manipulations of Polyketide and Terpenoid Biosynthesis Path-
ways 
 
Andreas Kirschning (Hannover, Germany) 
Messages from Nature - How Chemical Synthetic Biology Could 
Look Like? 
 
Peter Leadlay (Cambridge, UK) 
Engineering Assembly-line Catalysis in Natural Product Biosyn-
thesis 

Wednesday, 16th 
 

Jean-Marie Lehn (Strasbourg, France) 
Steps Towards Self-Organization: From Supramolecular Chemis-
try to Adaptive Chemistry 
 
Paul S. Weiss (Los Angeles, CA, USA) 
Controlling Functional Molecules and Precise Assemblies: Coop-
erativity and Interference 
 
Robert MacFarlane (Evanston, IL, USA) 
Nanoparticle Superlattice Engineering with DNA 
 
Guillaume Salbreux (Dresden, Germany) 
Physics of the Actin Cortex 
 

Thursday, 16th 
 

Dean Astumian (Orono, ME, USA) 
Microscopic Reversibility: The Organizing Principle for Design, 
Characterization, and Operation of Molecular Machines 
 
Tibor Kudernac (Enschede, The Netherlands) 
Propelled Motion of Single Molecules on Surfaces 
 
Michael Huth (Frankfurt, Germany) 
Organic Charge Transfer Systems: The Next Step in Organic 
Electronics? 
 
Timothy Clark (Erlangen, Germany) 
Simulating Devices such as Self-Assembled Monolayer Field-
Effect Transistors (SAMFETs) 
 
Lee Cronin (Glasgow, UK) 
Non Equilibrium Structure Polynuclear-metal-oxide Assemblies 
 
Armin Gölzhäuser (Bielefeld, Germany) 
1 nm Thick Functional Carbon Nanomembranes (CNMs): New 
Opportunities for Nanotechnology 
 
Thomas Schimmel (Karlsruhe, Germany) 
Template-guided Self-assembly: Controlling Nanoscale Pattern 
Formation by Molecular Interaction 
 
Thomas A. Jung (Villigen, Switzerland) 
Cooperative Behaviour of Molecules and Supramolecules at  
Surfaces: Chemo, Mechano, Electronic and Spin Switching - 
Towards Future Nanoscale Devices 
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The Ninth International Conference on Chemical Struc-
tures (ICCS9) was held in Noordwijkerhout in the Neth-
erlands over the period June 5-11, 2011. ICCS is re-
garded as the premier venue for discussing all aspects 
of the management and understanding of chemical 
structures in electronic systems. The success of the con-
ference depends on the quality of its technical presenta-
tions and the active participation of its attendees. The 
nature of the Noordwijkerhout center contributes signifi-
cantly to the nature of conference. It is easy to get to, 
but once you are there, there is little to do but partici-
pate in the presentations and network with your peers. 
The 195 attendees rose to the challenge and contributed 
to the 34 oral and 158 poster presentations. Vendor 
participation was also high. 

Concerns that in these tough economic times registra-
tion might be restrained proved unfounded; a testament 
to the value of the conference. Financially the confer-
ence trust is well funded, enabling some 15 student 
bursaries to be awarded, and virtually guaranteeing a 
10th conference in 2014. 

The essence of ICCS is the high quality of technical 
presentations. The call for papers was oversubscribed 
and it proved challenging to select the final 34 oral 
presentations and 158 poster presentations. All sessions 
were well attended and less formal discussions contin-
ued in the social areas. 

The conference was again chosen as the preferred ven-
ue to award the fourth CSA Trust Mike Lynch Award to 
Dr. Engelbert Zass of the Eidgenőssiche Technische 
Hochschule (ETH), Zűrich. Dr Zass opened the confer-
ence by receiving the award and delivering the keynote 
address titled, The Intermediary Reloaded - On the 
Need for a "Go-Between" to Information Users and Pro-
ducers, on Sunday evening. 

ICCS9 was the latest in a series that began in 1973 as a 
workshop on Computer Representation and Manipulation 
of Chemical Information sponsored by the NATO Ad-
vanced Study Institute and thereafter was held under its 
new name every third year starting in 1987. The confer-
ence has a reputation for supporting outstanding net-
working opportunities and unscientific observation of the 
195 attendees supported this reputation. 

Block out the first week in June 2014 and plan to partic-
ipate in the 10th conference. This conference will cele-
brate its 30 plus years of excellence and once again 
continue the tradition of outstanding presentations and 
networking opportunities. 

Keith Taylor, ICCS Chair 

 

Slides of the lectures and posters are available at the 
ICCS website: http://www.int-conf-chem-structures.org  

 

Organizing Societies for ICSS:  

The International Conference on Chemical Structures is 
a triennial conference that is held from at the beautiful 
Conference Center in Noordwijkerhout, The Netherlands. 
The conference is jointly organized by: 

 Division of Chemical Information of the American 
Chemical Society (CINF) 

 

 Chemical Structure Association Trust (CSA Trust) 
 

 Division of Chemical Information and Computer 
Science of the Chemical Society of Japan (CSJ) 

 

 Chemistry-Information-Computer Division of the 
German Chemical Society (GDCh) 

 

 Royal Netherlands Chemical Society (KNCV) 
 

 Chemical Information and Computer Applications 
Group of the Royal Society of Chemistry (RSC) 

 

 Swiss Chemical Society (SCS) 
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Financially supported by Chemical Structure Association 
Trust, this ACS Chemical Information Division session 
was held on 28 March 2011 at the 241st ACS National 
Meeting in Anaheim.    

P. Rusch, Organizer  
I. Sens, Organizer, Presiding  

 

Below are abstracts and where available, links to the 
presentation for this session. 

Open Data and the Panton Principles. 
P. Murray-Rust 
Department of Chemistry, University of Cambridge, 
Cambridge, Cambridgeshire, United Kingdom 
Although an increasing amount of chemical data is be-
coming visible on the Internet it cannot be re-used with-
out explicit permission to avoid potentially breaking 
copyright. The Open Knowledge Foundation and Science 
Commons have collaborated on a definition of Open 
Data and produced a set of principles and practices 
(Panton Principles) to help authors and publishers assert 
that their published data is truly Open. An example of 
fully Open Data is shown in Crystaleye http://
wwmm.ch.cam.ac.uk/crystaleye with over 200,000 crys-
tallographic datasets from the literature. Several pub-
lishers are adopting Panton, and this presentation will 
show the advantages of doing so. 
Presentation 

 

Making priors a priority. 
M. D. Segall, A. Chadwick 
Optibrium Ltd., Cambridge, United Kingdom; Tessella 
plc., Burton upon Trent, Staffs, United Kingdom 
When we build a predictive model of a drug property we 
rigorously assess its predictive accuracy, but we are 
rarely able to address the most important question, 
“How useful will the model be in making a decision in a 
practical context?” To answer this requires an under-
standing of the prior probability distribution and hence 
prevalence of negative outcomes due to the property. 
We will illustrate the importance of the prior to assess 
the utility of a model to select or eliminate compounds 
for further investigation. A better understanding of the 
prior probabilities of adverse events due to key factors 
will improve our ability to make good decisions in drug 
discovery, finding higher quality molecules more effi-
ciently. As the data necessary to estimate these priors 
does not include proprietary compound structures, this 
presents an opportunity for collaboration to improve the 
basis for good decision-making for all. 
Presentation (pdf) 

 

 

Ensuring sustainability of a comprehensive and 
highly curated scientific data resource. 
I. J. Bruno, C. R. Groom 
CCDC, Cambridge, Cambridgshire, United Kingdom 
The Cambridge Crystallographic Data Centre (CCDC) 
has been established as the primary repository for the 
experimentally determined 3D structures of organic and 
organometallic compounds for over 45 years. Individual 
data sets are available to the scientific community free 
of charge through CCDC's structure request service. 
Additionally structures are made available as part of the 
Cambridge Structure Database (CSD). Structures in the 
CSD are expertly curated by editorial staff so as to facil-
itate reliable and sophisticated retrieval, visualisation 
and analysis by software that the centre also develops. 
The CSD and associated software is made available on 
a subscription basis with significant discounts applied 
for academic institutions. The income generated from 
subscriptions has ensured until now the sustainability of 
a comprehensive and highly curated scientific resource. 
This presentation will discuss the implications that in-
creasing throughput and scientific complexity have for 
the way CCDC must operate, opportunities for alterna-
tive distribution models that respond to evolving expec-
tations of the scientific community, and the pitfalls we 
must avoid to ensure sustainability in the years ahead. 
Presentation (pdf) 

 

Visual search in scientific research data. 
I. Sens, O. Koepler 
German National Library of Science and Technology, 
Hannover, Germany 
In recent discussions among research institutions and 
research funding agencies, scientific research data has 
been identified as of strategic interests. As a conse-
quence there are ongoing efforts to establish an infra-
structure to support storage, long-term preservation, 
and accessing of scientific research data. Registration of 
datasets with DOI names makes research data citable 
and searchable. To date a number of operational Digital 
Library systems for scientific research data already ex-
ist. Datasets often comprise numeric data on continu-
ous or discrete scales and are often associated with 
textual metadata including data description, author and 
origin information. While searching in textual metadata 
is commonly available a content-based access to the 
research data is an open challenge. Thereby visualisa-
tion and visual analysis of numeric data is common 
when processing scientific research data. To close this 
gap in the information retrieval process we report on a 
concept and first implementations to support visual 
retrieval and exploration in a specific class of primary 
research data, namely, time-oriented data. The concept 
discusses relevant challenges for a general approach to 
scientific primary data and we present first implementa-
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On June 12-15, 2012, the University of 
Sheffield will be hosting A Practical In-
troduction to Chemoinformatics, a short 
course, which is supported by the 
Chemical Structure Association Trust 
and the Molecular Graphics and Model-
ling Society.  

This intensive short course, which has 
been run since 2000, provides an intro-
duction to the major aspects of 
Chemoinformatics, with particular em-
phasis on applications in modern drug 
discovery.  

 

The course will comprise a mixture of hands
-on workshops using state-of-the-art soft-
ware, lectures, and informal discussions and 
will be delivered by world leaders in the field 
from academia and industry.  

Please register your interest as soon as  
possible.  

Contact Val Gillet (v.gillet@sheffield.ac.uk) 
or visit http://cisrg.shef.ac.uk/chemcourse 
for further details.  

Short Course: A Practical Introduction to Chemoinformatics 

New Cheminformatics Learning Resources  

courses. The certificate is designed to allow 
students and industry researchers to rapidly 
gain experience in cheminformatics with 
flexible scheduling and without having to 
relocate to Indiana. All courses are offered 
using web conferencing and/or teleconfer-
ences as appropriate to the class content. 
Currently, only residents of the U.S. are 
eligible to join the program. More infor-
mation is at http://djwild.info/gc 

 
* Introducing Cheminformatics: an intensive 
electronic self-learning guide for new practi-
tioners is a self-study guide designed to give 
a rapid, self-directed introduction to 
cheminformatics. Information is available at 
http://slg.djwild.info 
 
* The self-study guide, the Graduate Certifi-
cate and the Ph.D. program now together 
offer a way to progressively engage more 
deeply in the field - see http://djwild.info/ed 
 
For more information, please contact Dr. 
David J. Wild, djwild@indiana.edu, http://
djwild.info 

Some new cheminformatics education 
resources are available through or affili-
ated with the cheminformatics program 
at Indiana University. The overall aim is 
to make cheminformatics education as 
broadly accessible as possible, and to 
increase it's "visibility" in other 
disciplines such as bioinformatics. 
 
* The Indiana Cheminformatics Educa-
tion Portal (http://icep.wikispaces.com) 
has been revamped with various new, 
free resources including updated wiki 
pages on various introductory 
cheminformatics topics (derived from 
the course material for our introductory 
cheminformatics class at the university), 
some short tutorial videos (more to 
come soon), and feeds of some of the 
latest articles and blog posts in 
cheminformatics. We will be adding 
more to this site over the next few 
months. All  resources on this site may 
be used freely under a Creative Com-
mons license 
 
* The Graduate Certificate in Chemical 
Informatics has been updated to be 
more flexible in terms of available 
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SPRESImobile: 410,000 Chemical Reactions Available at Scientists’ Fingertips 
 

  

 SPRESImobile is InfoChem’s new app for Apple iPod, iPhone and iPad mobile devices, 
 developed in collaboration with Eidogen-Sertanty. It provides direct access to 
 ChemReact, a subset of the SPRESI structure and reaction database, which contains 
 more than 400,000 unique reaction types and the related references  

 

 

SPRESImobile provides exciting features such as: name and structure  
queries, exact, substructure and all-in-one (Flex) search, and a list of  
recent searches. Thanks to the MMDS structure editor by Molecular  
Materials Informatics structure queries can be submitted through a  
very user-friendly and intuitive interface. With only one click, users  
can access links to catalogs of several chemical suppliers, to abstracts  
or to full text articles through publishers' web sites. 
 
When a chemicals search by name or structure has been performed,  
users can browse molecules, conditions, properties and references as  
well as navigate through reactions where a specific chemical is  
participating either as reactant or as product. 
 
Thanks to its open architecture, SPRESImobile enables users to share    
structures and reactions via email or open them within other apps that   
support standard .mol or .rxn formats  

 

       

 SPRESImobile can be downloaded from the iTunes AppStore for free. 

 

 
 

For more information about SPRESImobile please click here  

Sponsor’s Spotlight — InfoChem 
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Chemisches Zentralblatt Structural Database version 1.1 successfully released 

 
   
 Chemisches Zentralblatt Structural Database is a web-based application 
 that provides language independent access to the information contained 
 in Chemisches Zentralblatt, one of the most important abstracts journals 
 for the time period 1830-1969. 

 

 
Chemisches Zentralblatt Structural Database   
can be accessed by any PC using a web browser.  
Scientists are able to perform combined text and 
structure / substructure searches using a very 
user-friendly and intuitive interface. 
 
Thanks to the web-based architecture, the     
application offers direct links to the pdf          
document. In addition, highlighting of the      
name in the document allows easy detection      
of the relevant information. 
 
In January, version 1.1 was successfully  
launched with considerably improved results   
display and user interface. The browsing capabil-
ity between pages in the PDF documents has also 
been enhanced. For more information about the 
product click here. 
 
Contact us if you are interested in evaluating Chemisches Zentralblatt Structural Database. 
 

 

 
About InfoChem 
InfoChem GmbH (www.infochem.de), based in Munich, Germany, is a market leader in structure and reaction 
handling and retrieval. Founded in 1989, InfoChem focuses on the production and marketing of new chemical 
information products, including structural and reaction databases, and the development of software tools re-
quired for these applications. The main software tools provided are the InfoChem Chemistry Cartridge for Ora-
cle (ICCARTRIDGE) and the widely used InfoChem reaction classification algorithm CLASSIFY. In addition, In-
foChem provides tools for the automatic recognition and extraction of chemical entities and their conversion 
into chemical structures as well as the semantic enrichment of chemical science documents. Springer GmbH 
(Berlin) has held a majority interest in InfoChem since 1991. For more information go to www.infochem.de. 
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CSA Trust website:  
http://www.csa-trust.org 

 
CSA Trust Brochure: 

http://www.csa-trust.org/
files/CSATBrochure.pdf 

The Chemical Structure Association Trust (CSA Trust) is an internationally 
recognized, registered charity which promotes education, research and 
development in the field of storage, processing and retrieval of infor-
mation about chemical structures, reactions and compounds. Since 2003, 
it has incorporated the activities of the former Chemical Structure Associa-
tion.   

 

Chair of Trustees 
Dr. Andreas Barth 
Hermann-von-Helmholtz-Platz 1 
D-76344 Eggenstein-Leopoldshafen 
Germany 
Tel: +49 7247 808 450 
Fax: +49 7247 808 133 
Email: Andreas.Barth@fiz-karlsruhe.de 
 
Secretary  
Bonnie Lawlor 
276 Upper Gulph Road 
Radnor, PA 19087USA 
Email: blawlor@nfais.org 
 
Treasurer 
Dr Geoff Downs 
30 Kiveton Lane 
Todwick, Sheffield, S26 1HL 
UKTel: +44-(0)1909-515444 
Email: geoff@bci.gb.com  
 

Newsletter Calendar for 2012 
 
Spring Issue: 

Call for Content: February 6 

Reminder: March 5 

Submission Deadline:  April 11 

Review Copy: April 23 

Publication Date: April 27 

 

Fall Issue: 

Call for Content:  July 9 

Reminder: August 6 

Submission Deadline: Sept. 5 

Review Copy: Sept. 17 

Publication Date: Sept. 21  

US Donations 
Dr. Peter Rusch 
Electronic Information Consultant 
162 Holland Court 
Mountain View, CA 94040 USA 
Tel: +1 (650) 961-8120 
Email: pfrusch@aol.com  
 
Chair of Grants Committee 
Bonnie Lawlor 
276 Upper Gulph Road 
Radnor, PA 19087USA 
Email: blawlor@nfais.org 
 
Chair of Fundraising Committee 
Dr Guido F. Herrmann 
Email: guido.herrmann@thieme.de 
 
Donations Secretary and Website  
Administrator  
Dr. John Holliday 
Research Manager 
Information School 
University of Sheffield 
Western BankSheffield 
South Yorkshire, S10 2TN  UK 
Tel: +44-(0)114-2222685 
Email: j.d.holliday@sheffield.ac.uk 

We are very grateful to our donors, who enable us to continue to make 
Awards and Grants which benefit students and researchers world-wide:  
 
 InfoChem 
 
 Sheffield Chemoinformatics Research Group 
 
 Wendy Warr & Associates 

Chair of Meetings & Training Committee  
Dr. Jonathan Goodman 
Department of Chemistry 
University of Cambridge 
Lensfield Road, Cambridge, CB2 1EW   UK 
Telephone: 01223 336434 
E-mail: jmg11@cam.ac.uk 
 
Chair of Public Relations Committee 
Dr. Martin Braendle 
Informationszentrum Chemie Biologie Pharmazie 
ETH Zuerich, HCI G 5.3 
Wolfgang-Pauli-Str. 10, CH-8093 Zuerich 
Tel: +41 44 632 29 48  
Fax: +41 44 633 12 87 
Email: braendle@chem.ethz.ch 
 
Newsletter Editor 
Ms. Grace Baysinger 
Swain Chemistry & Chemical Engineering Library 
Stanford University 
364 Lomita Drive, Stanford, CA  94305-5081 
Tel: +1 (650) 725-1039 
Email: graceb@stanford.edu 
 
 
Published by the CSA Trust, views expressed in 
the Newsletter are those of individual authors 
and not of the Editor. 
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