
 

 

The CSA received eight proposals that fulfilled the general grant require-

ments. The Board of Trustees voted to award four Grants:  

Dr. Marta Encisco, La Trobe University, Australia.  Her award is being used 

to cover travel costs to visit collaborators in Spain and Germany and to pre-

sent her work at the EBSA Conference in Dresden, Germany in July 2015.  

Jack Evans, University of Adelaide (doctoral student).  His award is being 

used to spend two weeks collaborating with Dr. Francois-Xavaier Coudert 

(CNRS, Chimie Paris Tech). 

Dr. Oxelandr Isayer, University of North Carolina at Chapel Hill.  His award 

is being used to attend summer classes at the Deep Learning Summer School 

2015 (University of Montreal). 

Aleix Gimeno Vives, Universitat Rovira I Virgili (doctoral student).  His 

award is being used to attend the Cresset European User Group Meeting in 

June 2015. 

About the CSA Trust Grant: The Grant Program was created to provide 

funding for the career development of young researchers who have demon-

strated 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 structures, reactions and compounds.  Grants are 

awarded annually up to a maximum of a total combined value of ten thousand 

U.S. dollars ($10,000).  Grants are awarded for specific purposes, and within 

one year each grantee is required to submit a brief written report detailing 

how the grant funds were allocated. Grantees are also requested to recognize 

the support of the Trust in any paper or presentation that is given as a result 

of that support.  

About the CSA Trust: 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 

information about chemical structures, reactions and compounds. Many stu-

dents and researchers world-wide, who work in this area, have benefited from 

the Trust Awards and Grants programs to further their research work.  
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 In Memoriam  

 

 

 

 

 

 

 

 

Robert J. Massie, 66, who led Chemical Ab-

stracts Service for nearly 22 years until his re-

tirement in March 2014, died on June 7 at his 

home in Columbus, Ohio. CAS is a global leader 

in chemical information and is a division of the 

American Chemical Society, which publishes 

C&EN. 

“Bob Massie led CAS to great success during a 

time of radical change from the print to the dig-

ital world,” says Madeleine Jacobs, former ACS 

executive director and chief executive officer, 

who worked closely with Massie. “He had the 

foresight in 1992 to begin a project that be-

came SciFinder—a desktop tool that gives re-

searchers access to a comprehensive collection 

of chemical substance and reaction infor-

mation—which revolutionized and transformed 

the way chemists did research.” 

In addition, “he built a strong foundation for 

the current leadership and staff,” Jacobs adds. 

“CAS’s success meant that ACS was able to ex-

pand and enhance its services to members and 

educators and to the public at large through 

ACS programs that led to a broader under-

standing of science.” 

Born in Queens, N.Y., and raised in New Jersey, 

Massie received a B.A. with honors from Yale 

College. He earned both a J.D. and an M.B.A. in 

1974 from Columbia University. 

Early in his career, Massie practiced law at the 

firm of Covington & Burling in Washington, 

D.C., before serving as a management consult-

ant with McKinsey & Co. Beginning in 1982, he 

held senior executive positions with Canadian 

publisher Torstar Corp., and in 1989, he be-

came president and CEO of Gale Research. He 

took the helm at CAS in 1992. 

Massie served on the boards of numerous or-

ganizations and supported events held at CAS 

such as the Columbus Symphony Orchestra’s 

Picnic with the Pops, Pelotonia cycling event for 

cancer research, and Cancer Survivors Day for 

the James Cancer Hospital & Solove Research 

Institute. 

He is survived by his wife, Ruth; his children, 

Jim, Nana, and Jackie; and four grandsons. 

Reprinted with permission: Robert J. Massie 

Dies at 66, Chemical & Engineering News, June 

8, 2015. 

Please also see:   

Robert J. Massie, Obituary, The Columbus Dis-

patch, June 8, 2015. 

Robert J. Massie | 1949-2015: Chemical Ab-

stracts leader was a civic titan, The Columbus 

Dispatch, June 11, 2015. 

Chemical Abstracts owes much to Massie.  The 

Columbus Dispatch, March 31, 2014. 

Passing the Baton at CAS, Chemical & Engineer-

ing News, April 7, 2014. 

A Century of CAS, Chemical & Engineering 

News, June 11, 2007. 

http://www.cas.org
http://www.cas.org
http://cen.acs.org/articles/93/web/2015/06/Robert-Massie-Dies-66.html
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http://www.legacy.com/obituaries/dispatch/obituary.aspx?pid=175030081
http://www.dispatch.com/content/stories/business/2015/06/11/chemical-abstracts-leader-a-civic-titan.html
http://www.dispatch.com/content/stories/business/2015/06/11/chemical-abstracts-leader-a-civic-titan.html
http://www.dispatch.com/content/stories/business/2015/06/11/chemical-abstracts-leader-a-civic-titan.html
http://www.dispatch.com/content/stories/editorials/2014/03/31/chemical-abstracts-owes-much-to-massie.html
http://www.dispatch.com/content/stories/editorials/2014/03/31/chemical-abstracts-owes-much-to-massie.html
http://cen.acs.org/articles/92/i14/Passing-Baton-CAS.html
http://cen.acs.org/articles/92/i14/Passing-Baton-CAS.html
http://cen.acs.org/magazine/85/8524.html
http://cen.acs.org/magazine/85/8524.html


 

 

Dr. Adam Madarasz 

Institute of Organic Chemistry, Research Centre for Natural Sciences, 

Hungarian Academy of Sciences.  

 

He was awarded a Grant for travel to study at the University of Oxford 

with Dr. Robert S. Paton, a 2013 CSA Trust Grant winner, in order to in-

crease his  experience in the development of computational methodology 

which is able to accurately model realistic and flexible transition states in 

chemical and biochemical reactions.  
 
 
 

 

Thanks to the Chemical Structure Association Trust Grant I have been able to initiate a new collab-

oration in the United Kingdom and conduct a research visit to the laboratory of Dr Robert Paton at 

the University of Oxford. Our work together has focussed on the methodological improvement to 

the creation of transition state force fields. We anticipate that our techniques will enable the quanti-

tative study of reactions, their mechanisms and selectivities to be performed in a rigorously-defined 

way. The work is currently being written up for preparation. We intend to submit these technologi-

cal developments to e.g. Journal of Chemical Information and Modeling or the Journal of Chemical 

Theory and Computation.  

Beyond the research study, and the opportunity to develop new collaborations, I also benefitted 

from attending a number of workshops in the UK which have added to my knowledge and expertise 

in the area of simulation methods (ab initio molecular dynamics, QM/MM methods for enzymic reac-

tions, protein simulation and free energy methods for protein-ligand interactions). In Oxford I was 

also able to attend lectures given by international speakers spanning all disciplines of Chemistry 

and Biology:  Daniel Neumark, Berkeley; Scott Cockroft, Edinburgh; Tom Sheppard, UCL, Ai-Lan 

Lee, HeriotWatt; George Whitesides, Harvard; Dek Woolfson, Bristol; Edina Rosta, London; Jochen 

Blumberger, London; Joel Bowman, Emory; Yujiro Hayashi ,Tohoku; Helma Wennemers, Zürich. 

Nobel laureates in Chemistry: Venkatraman Ramakrishnan (2009) Jean-Marie Lehn (1987). 

A summary of research performed during visit: 

Systematic Improvements in transition state force fields: The earliest transiton state force field, 

develpoed by Houk to study hydroboration reactions, involved manual parameterization (trial-and-

error), and treated the saddle point as a minimum on the potential energy surface. We have inves-

tigated the advantages of the automated parameterization of genuine saddle points in molecular 

mechancs force fields from quantum mechanical data. In order to test our approach, we investigat-

ed small model systems of general chemical reactions. Our parameter optimization was performed 

in an automated fashion, however, we have also investigated different parameters sets which ex-

tend the number of potential energy functions beyond commonly employed TSFFs (e.g. AMBER, 

MM2), as outlined below: 

Parameter Sets developed: 

TTSFF (true transition state force field): During parameter fitting we used the original Hessian, and 

in the force field calculations we optimized the structures into real transition states. 

TTSFF with UB: It is similar to the previous one but with Urey-Bradley term, which is a harmonic 

potential energy function for 1-3 interactions.  

Reports for 2014 CSA Trust Grant Award Winners 
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rTSFF with UB: This parameter set was created from the previous one, just the negative force 

constants were changed to positive value, so the structures can be optimized into local energy min-

imum. 

LMTSFF (local minimium transition state force field): This corresponds to the Q2MM, the eigenval-

ue of the Hessian was changed to a large (5) positive eigenvalue so the structures can be optimized 

into local minimum in the force field. 

LMTSFF with UB: It is similar to the previous one but with Urey-Bradley term. 

 
 

 
 
 
 
 
 

 
 
 
   

We found that the inclusion of a Urey-Bradley term between atoms not-directly bonded, led to dra-

matic improvements in the description of transition state normal modes,  and were essential to de-

scribe the transition state of protonation or SN2 reaction. Modification of negative eigenvalue of the 

Hessian (matrix of second derivatives) to a positive value can cause difficulties in parameter fitting, 

when the parameters cannot describe the all of the Hessian elements exactly (which is almost al-

ways the case). For example negative force constants can appear during the parameter optimiza-

tion without any physical meaning. Moreover, negative eigenvalues can appear in the Hessian of 

the MM calculations as well. If one wants to use local energy minima in force fields, it is more exact 

and easier if the original Hessian is used during parameter optimization and then the negative force 

constant is modified to positive. 

Applications to realistic reactions 

In order to demonstrate the practicality of the developments we initiated to investigate real catalyt-

ic reactions. First a Mannich reaction was analyzed by DFT and MM calculations. This synthetic 

method was developed by the Dixon group at the University of Oxford. This is the subject of ongo-

ing investigation. 

 

 

 

 

 

 

 

We also intend to test the methods for organometallic and enzymatic reactions as well.  

I would like to recognize the contribution of the Chemical Structure Association in enabling me to 

make the trip overseas. I will ensure that all talks and publications arising from this work include an 

acknowledgement to the CSA trust.  
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María José Ojeda Montes, PhD student 

Cheminformatics & Nutrition Research Group 

Universitat Rovira i Virgili, Tarragona, Spain 

 

 

She was awarded a Grant for travel expenses to study 

for four months at the Freie University of Berlin to en-

hance her experience and knowledge regarding virtual 

screening workflows for predicting therapeutic uses of 

Natural molecules in the field if functional food design.  

 

 

 

 

 

I am doing my PhD thesis in the Cheminformatics & Nutrition Research Group at the Biochemistry 

and Biotechnology Department of Rovira & Virgili University, in Tarragona, Spain. My main goal is 

to identify novel DPP-IV (dipeptidyl peptidase IV) inhibitors from natural products through 

pharmacophore modelling.  

 

Thanks to the support of CSA Trust Jacques-Émile Dubois Grant for 2014, I could enjoy of an 

internship of three months in the Computer-Aided Drug Design Group at the Institute of Pharmacy 

of the Freie University, in Berlin, Germany. The aim of this visit was to familiarise myself with new 

tools to improve the success of the virtual screening. During my time in Berlin, I could work with 

Dr. Gerhard Wolber who has deep knowledges in this field owing to be head of science and technol-

ogy at Inte:Ligand enterprise and the initial author of the program LiandScout.  

 

With the support of the colleges of the group, I could take advantage of the use of other programs 

to reach potent and selective inhibitors of DPP-IV. By way of example, I started doing some tutori-

als of LigandScout, a software tool that allows to model 3D pharmacophore models from structural 

data of ligand or from training and test sets of organic molecules. In order that the main interac-

tions and features of the ligand are established to interact with the target, such as hydrogen bond 

donors, acceptors, lipophilic areas, positively and negatively ionizable chemical groups.  After that, 

I analysed how to apply this methodology on my dataset of compounds. I also enjoyed learning 

about Knime, an easy and helpful platform that allows to design simple workflows, that means a 

sequence of operations which are executed one after another. Knime is able to automatize the con-

ditions of workflows that will be used oftentimes for non-expert programmers.  

 

Day-to-day, I could share another way of working in a bigger group of bioinformatics than ours. 

Moreover, I could hear about different lines of investigation of the colleges that gave me new ideas 

and strategies.  

 

From a personal perspective, the benefits of an internship are more than just obtaining results. Due 

to my stage in Berlin, I went out of my comfort zone to have the opportunity of meeting myself 

better. The chance of being part of a different culture and traditions, learning some words in Ger-

man and having new relationships gave me a push to learn more and more and the energy to be 

free for setting out on personal projects.  

Reports for 2014 CSA Trust Grant Award Winners continued 
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Dr. David Palmer 

Department of Chemistry, University of Strathclyde, Scotland.   

 

He was awarded a Grant to present a paper at the fall 2014 meeting of the 

American Chemical Society on a new approach to representing molecular 

structures in computers based upon on ideas from the Integral Equation 

Theory of Molecular Liquids.  
 
 
 
 
 
 

 

The award of a Chemical Structures Association Trust grant allowed me to attend the 248th 

ACS  National  Meeting  &  Exposition  in  San  Francisco  from   August,  2014.    

presented  a talk entitled,   "Is there a role for the Integral  Equation  Theory  of 

Liquids  in  Cheminformatics?"  in  the,  "Drug  Discovery:  ADME",  session  organized  by  

Division of Computers in Chemistry.   The meeting also provided an opportunity  for me 

meet with current US collaborators, helping to advance ongoing projects and k

The  work  that  I  spoke  about  at  the  ACS  National  Meeting  was  a  novel  approach  

representing  molecules  in  molecular  informatics  applications  based  on  ideas  from  

Integral Equation Theory of Molecular Liquids.   The new  descriptors calcu-

lated from the solvation complex formed between solute and solvent molecules, hence 

they capture  solvation and desolvation effects that are omitted standard 

molecular descriptors and implicit continuum solvation models.    The INF de-

scriptors have proven to give very accurate calculations of solvation 

 

 

At   the   time   that   the   award   was   granted   I   had   recently   started   as   a   Lecturer   

Bionanotechnology   in  the  Department   of  Chemistry   at  the  University   of  

Glasgow, UK.    The CSA trust grant was incredibly helpful at a key point in my career 
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Sona B. Warrier 

Departments of Pharmaceutical Chemistry, Pharmaceutical Biotech-

nology, and Pharmaceutical Analysis, NMIMS University, Mumbai.  

 

She was awarded a Grant to attend the International Conference on 

Pure and Applied Chemistry to present a poster on her research on 

inverse virtual screening in drug repositioning.  

 

 

 

 

The International Conference on Pure and Applied Chemistry (ICPAC 2014), held in June 2014, in 

Mauritius was the first international conference I attended. I acknowledge CSA Trust Funds for 

granting me the award which helped me immensely. My research supervisor, Dr. Prashant Kharkar 

also owes his first international conference in Australia to CSA Travel Funds, back in 2003. This 

travel grant has aided in honing my research capabilities and professional communication skills in a 

great deal.  

Attending this conference and making the most of it proved to be an important investment for my 

career. I presented a poster of my work titled “Inverse Virtual Screening in Drug Repositioning: De-

tailed Investigation and Case Studies”. The work was well appreciated by researchers present at 

the conference. The work was awarded the “Best Poster” prize. It helped me get a lot of responses 

and suggestions for my future work. 

Building a professional network is one of the benefits of a conference. There were scientists and 

researchers from different parts of the world presenting their unique work. I got the opportunity to 

interact with a lot of them and discover a critical sense of perspective. Informal discussions also 

helped me acquire useful feedback on my project and strengthen my connections. Also, it provided 

me with opportunities to learn what other labs are doing and for other lab heads to get to know 

me.  

Above all, this conference helped me build my confidence to another level. Meeting new people, 

discussing about our work, staying at an international place all by myself, talking to other scientists 

about the research done in my lab, all of these boosted my research and built my scientific net-

work.  

I am also happy to declare that the work is invited to be published as a book chapter in the book of 

proceedings published by the organisers of conference. The book is likely to be published by June, 

2015.  

I am hugely indebted to CSA Travel Grant Funds for this amazing opportunity that will always be 

cherished and made utmost use of.  
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Wednesday, August 19, 2015.  Boston Conven-

tion Center, Room 104A. Organizers: Grace 

Baysinger, Jonathan Goodman    

9:00-9:05 Introductory Remarks for AM session. 

9:05-9:25am.  Chemical Information 

Sources Wikibook - the open source creat-

ed by chemical information professionals 

for chemical information professionals 

(CINF 118).   

Charles Huber, huber@library.ucsb.edu. Da-

vidson Library, University of California, Santa 

Barbara, California, United States  

Based on the landmark book by Gary Wiggins, 

Chemical Information Sources became a wiki-

book under the leadership of Ben Wagner. Now 

entering its next stage, the CIS Wikibook is de-

signed to be an open access source of resources 

for a wide range of chemical information re-

search and teaching. The talk will cover the cur-

rent content of the CIS Wikibook, plans for its 

future, and how you can get involved.  

9:25-9:45am.  Soft skills of chemical re-

search: Academic integrity and research 

ethics (CINF 119). 

Donna Wrublewski, dtwrub@caltech.edu, 

Michelle Leonard, Amy Buhler, *Neelam Bharti, 

neelambh@ufl.edu. Caltech Library MC 1-43, 

California Institute of Technology, Pasadena, 

California, United States  

The foundation of any scientist should be ethical 

behavior. Like many of these so-called 'soft 

skills', talking about ethics is something that is 

assumed to be picked up on the fly, and instruc-

tion is minimal when present, and more often 

rolled into nebulous clauses such as 'honor 

codes'. Although not specific to chemistry, li-

brarians teaching these skills is a growing phe-

nomenon in academic libraries. This talk will 

look at academic integrity instruction as it un-

derpins many of the skills and tools that will be 

discussed elsewhere in this session, and will de-

scribe specific outreach on academic integrity to 

chemists.  

9:45-10:05am.  Integrating bibliographic 

management tools in chemical infor-

mation literacy instruction (CINF 120). 

Svetla Baykoucheva, sbaykouc@umd.edu, Jo-

seph Houck. White Chemistry Library, Univer-

sity of Maryland, College Park, Maryland, Unit-

ed States  

Even at early stages of their college education, 

students are often required to write papers, 

cite literature, and create bibliographies. They 

are not provided, though, with systematic 

training to be able to do it efficiently. This pa-

per presents a strategy for integrating a bibli-

ographic management program (EndNote 

Online) in a chemical information literacy in-

struction program at the University of Mary-

land College Park. While learning how to 

search chemistry databases for literature and 

property information, students in several un-

dergraduate chemistry courses also acquired 

basic knowledge of how to use EndNote to 

manage citations. Based on the results from 

an online assignment and the feedback from 

students, this approach proved to be very suc-

cessful not only in teaching students how to 

use the chemistry resources, but also in mak-

ing this instruction an interesting and reward-

ing experience.  

10:05-10:25am.  Replacing the traditional 

graduate chemistry literature seminar 

with a chemical information literacy 

course (CINF 121). 

Vincent Scalfani, vfscalfani@ua.edu, Stephen 

Woski, Patrick Frantom. University Libraries, 

University of Alabama, Tuscaloosa, Alabama, 

United States  

Chemistry graduate students at The University 

of Alabama (UA) are required to complete a 

literature seminar in their second year of resi-

dence. The literature seminar includes a public 

presentation and a written research report on 

a primary literature chemistry topic. Tradition-

ally, students prepared the seminars inde-

pendently, though seeking advice and help  

Chemical Information Skills: The Essential Toolkit for Chemical Research — A Joint 

CINF-CSA Trust Symposium 
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 from their advisors, chemistry faculty and 

peers was encouraged. As there was little for-

mal instruction in place for the literature semi-

nar, the style, quality and content of the semi-

nars varied widely. For the past two years the 

University Libraries has partnered with the De-

partment of Chemistry to help advance the lit-

erature seminar program. We developed and 

piloted a new semester long course, 

CH584−Literature and Communication in Grad-

uate Chemistry. CH584 replaced the traditional 

literature seminar program and provided struc-

tured formal instruction to all second year 

chemistry graduate students. As a result, stu-

dents received equal instruction and a con-

sistent experience during the preparation of 

their literature seminars. The main focus of the 

course was information literacy; that is, effec-

tive retrieval and critical analysis of the chemi-

cal literature. Briefly, the course topics included 

chemistry information resources, critical analy-

sis of the literature, scientific writing and scien-

tific presentations. This presentation will dis-

cuss our experiences and challenges with the 

new chemical information literacy course at UA.  

10:25-10:40am.  Intermission. 

10:40-11:00am. Chemical information skills: 

A searcher’s perspective (CINF 122). 

Elaine Cheeseman, echeesema@cas.org. Sci-

ence IP, Chemical Abstracts Service, Newtown 

Square, Pennsylvania, United States  

A scientific searcher uses their knowledge of 

science and the various information systems to 

retrieve requested information. Generally, the 

requests received are more challenging than 

those that can be easily retrieved by less expe-

rienced searchers and less sophisticated sys-

tems. For a scientific searcher, it is important 

to have a solid science background and the 

ability to master various search techniques and 

tools. Search systems should be well under-

stood by the searcher including knowledge of 

coverage and currency, as well as search strat-

egy design. The searcher should collaborate 

with the requestor to understand the infor-

mation needed and then provide search results 

that deliver on the expectations. 

 

Understanding the science is important 

throughout the search project: initially, to col-

laborate with the requestor and design an effec-

tive search strategy, then, to evaluate the re-

sults and refine the query and finally, to inter-

pret the information and report the findings. 

 

But the information cannot be obtained without 

proficiency of the various scientific information 

systems available to the searcher. General in-

formation search products designed for the 

masses are typically insufficient to fulfill re-

quests for scientific information submitted to 

search professionals. Systems powerful enough 

to address such complex requests are compara-

bly sophisticated. Search professionals must be 

familiar with the information within the system 

as well as proficient with its functionality to ef-

fectively extract what’s needed. Finally, the 

searcher needs to stay knowledgeable about 

new features and products in this ever evolving 

field.  

11:00-11:20am.  Withdrawn (CINF 123). 

11:20am-11:40pm. Patents - the essential 

multifunctional tool for science, business, 

and intellectual property information (CINF 

124). 

Edlyn Simmons, edlyns@earthlink.net. Sim-

mons Patent Information Service, LLC, Fort Mill, 

South Carolina, United States  

Like the Swiss Army knife, patents can perform 

the functions of many different tools. They pro-

vide access not only to scientific information, 

but also to information about the activities of 

businesses and research institutions around the 

world and, their historically most important 

function, to warn against infringement of intel-

lectual property rights. 

The patent specification is required to disclose 

the way to make and use scientific and tech-
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nical innovations, and a single innovation is of-

ten described in a family of documents that 

provide their own translations. Patent claims 

specify exactly what activities are to be avoided 

in order to avoid infringement lawsuits. The 

first page of a patent document gives the 

names of individuals who researched and de-

veloped the disclosed invention and of the or-

ganizations that own the inventions and employ 

the inventors. That information can be a useful 

tool for competitive intelligence, for tracking 

trends in research and product development, 

and for job hunters and hiring managers look-

ing for insights about where to work or who to 

employ.   

11:40-12:00pm. Career information re-

sources for graduate students and post-

docs (CINF 125). 

Grace Baysinger, graceb@stanford.edu. Swain 

Chem & Chem Eng Library, Stanford University 

Libraries, Stanford, California, United States  

Graduate students and postdocs are often unfa-

miliar with career options and what resources 

are available to help them make a more in-

formed decision. An Individual Development 

Plan is a tool that can help benchmark skills 

needed before entering the workforce. Learning 

about career pathways, about potential em-

ployers, about the cost of living and salaries, 

and about preparing for an interview are a few 

of the practical information needs students 

have when considering career options. Comple-

menting career development services on cam-

pus or from professional societies, libraries ac-

quire books that include career information. 

Library guides also include job resources. Li-

brarians can help provide search tips on how to 

find out more about potential employers in da-

tabases. This talk will present a summary of 

library resources and search strategies to help 

graduate students and postdocs be more in-

formed when looking for a job.  

1:30-1:35pm Introductory Remarks for PM session. 

1:35-1:55pm. So I have an SD File...what do 

I do next? (CINF 141) 

Rajarshi Guha, rajarshi.guha@gmail.com, *Noel 

O'Boyle, baoilleach@gmail.com. NCATS, Man-

chester, ConnecticutUnited States  

Cheminformatics tasks cover a wide range of 

topics, from manipulating chemical structure file 

formats to predicting properties of chemical 

structures. The common theme underlying all 

these tasks is the handling of chemical struc-

tures. Yet frequently key aspects of structural 

information are lost, altered or ignored during 

even the most routine of processing tasks either 

through a misunderstanding of how tools work, 

limitations of the tools used or unfamiliarity 

with the features (or lack thereof) of particular 

chemical file formats. 

 

Here we present a compendium of the “Dos and 

Don’ts of cheminformatics”. Using examples 

drawn from over a decade of involvement with 

open source cheminformatics toolkits [1] [2] 

and a variety of cheminformatics applications, 

as well as from recent commentaries on chemi-

cal structure databases, we illustrate some mis-

conceptions regarding how chemistry data is 

stored, propose best practices for preserving 

chemical information intact, and end with a cau-

tionary suggestion: “don’t trust, but verify”. 

 

References: 

[1] Steinbeck, C. et al., J.Chem. Inf. Comput. 

Sci., 2003, 43, 493-500 

[2] O’Boyle, N.M. et al., J. Cheminf., 2011, 3, 

33  

1:55-2:15pm.  Chemical literacy for the ag-

es: Essential skills in 2D chemical repre-

sentation  (CINF 142). 

Leah McEwen, lrm1@cornell.edu, Evan Hepler-

Smith. Clark Library, Cornell University, Ithaca, 

New York, United States  

2D representation of chemical structures is the 

lingua franca of chemistry. 2D representations 
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enable scientists to communicate and link data 

across a broad diversity of fields and chemical 

questions, to search the literature and other 

databases for useful chemical information, and 

to explore research pathways. 2D structural 

formulas have been around for 150 years, and 

for nearly as long, chemists have been devel-

oping internationally sanctioned standards for 

the use of graphical formulas, linear notation, 

nomenclature, and machine representations. 

Standards like IUPAC rules of nomenclature 

provide the grammar and dictionary of this lin-

gua franca and the development and curation 

of such standards is an ongoing process whose 

trajectory is shaped by decisions made in the 

context of the chemical knowledge and infor-

mation technologies of the past. Like the gram-

mar and dictionaries of normal language, if 

properly understood, they can generate a 

deeper insight into the underlying ideas that 

the representations express. When ignored or 

treated as rules to be memorized and followed 

thoughtlessly, they can lead to frustration, mis-

understanding, and error. Training in critical 

literacy in 2D representation will help chemists 

improve their skills in presentation, information 

retrieval, modeling, and publishing, and con-

nect these activities into laboratory workflow. 

Incorporating a historical component into this 

training will help students gain appreciation for 

how we came to organize chemistry this way 

and why 2D structural representation and no-

menclature are still the most fundamental in-

formation literacy skills for chemists to master 

today. The work presented here is part of the 

OnLine Chemistry Course in Cheminformatics, 

organized by the ACS CHED Committee on 

Computers in Chemical Education (http://

olcc.ccce.divched.org/).   

2:15-2:35pm.  From lab to the libraries: A 

new journey (CINF 143). 

Neelam Bharti, neelambh@ufl.edu. Marston 

Science Library, University of Florida, Gaines-

ville, Florida, United States  

A research community requirements are more 

research focused and subject specific from li-

braries. Chemistry librarians are expected to 

have thorough familiarity with subject and pub-

lishers update, expected to take initiative for 

new subject material purchase, and should have 

a sufficient scientific background to know tech-

nical language, vocabulary and nomenclature. 

Concept to articulate in this presentation will 

be, how a researcher or a scientist can emerge 

as a library professional and how lab experience 

can be a given advantage to serve as a subject 

librarian. While at the same time it will highlight 

what professional challenges it brings when a 

scientist turned librarian deal with the subject 

community and academic library system.  

2:35-2:55pm.  Experiments with chemists 

and information  (CINF 144). 

Jonathan Goodman, jmg11@cam.ac.uk. Dept of 

Chemistry, Cambridge, United Kingdom  

Courses on chemical information have been run 

in the chemistry department of the University of 

Cambridge since the end of the last century. 

From the beginning, the amount of data availa-

ble seemed overwhelming. The centre of gravity 

of the course is gradually shifting from paper 

journals towards open data. The students are 

still introduced to unfamiliar ways of handling 

information, but now have more expertise in 

handling data in social media than the faculty. 

The challenge for the future is to direct the stu-

dents' skills and knowledge in information man-

agement towards improving their chemical abili-

ties and enlightening their teachers.  
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 2:55-3:10pm.  Intermission. 

3:10-3:30pm. ChemData: A web application 

for learning chemical informatics (CINF 

145). 

Stuart Chalk, schalk@unf.edu. Department of 

Chemistry, University of North Florida, Jackson-

ville, Florida, United States  

Chemistry students taking a chemical informat-

ics course typically have no background in in-

formation science, ChemData is a prebuilt web-

site application framework that provides a re-

source that students can download and install 

to use, learn about, and contribute to chemical 

informatics. Lectures on metadata, datatypes, 

REST, API's, unique identifiers, searching, rela-

tional databases, XML, JSON etc. can be taught 

using the application. The framework can also 

be used as a final project in the course to test 

their skills where students are required to; find 

a dataset, download and import it into Excel, 

clean up the data, organize and annotate the 

data prior to ingestion into a MySQL database. 

This presentation will talk about the educational 

and technical approaches to implementing the 

framework and a review of its potential to in-

crease those that go into chemical informatics.  

3:30-3:50pm.  Improving geographically 

distributed research with real time collab-

oration (CINF 146). 

Andras Stracz, astracz@chemaxon.com, Aurora 

Costache. ChemAxon, Budapest, Hungary   

Research and development becomes more and 

more de-centralized in all chemistry related 

fields and so do meetings that are essential for 

sharing and developing ideas. 

In this presentation we look at a biotech com-

pany in the Boston area, involved in small mol-

ecule research. Teams in this organization are 

spread across sites and development projects 

often involve multiple companies in different 

locations. Sharing and discussing chemical ide-

as easily and efficiently among members of 

these projects is essential for their success. 

Marvin Live, a novel application from ChemAx-

on, is transforming the way chemists can ap-

proach their brainstorming sessions, project 

meetings and discussions with external part-

ners. Everyday issues are tackled through auto-

matically capturing novel ideas (ensuring that 

no important bits of information get lost as the 

discussion moves along), by connecting other 

cheminformatics applications relevant to the 

project (e.g. calculations, models, databases), 

shortening preparation times, and by automat-

ing the otherwise time-consuming meeting doc-

umentation. 

We will demonstrate through examples how this 

approach changed common collaboration prac-

tices, and we will discuss findings yet to be ad-

dressed.  

3:50-4:10pm.  Chemical research toolkit: An 

end-to-end solution (CINF 147). 

Joshua Bishop, josh.bishop@perkinelmer.com, 

Phil McHale, Pierre Morieux. Informatics, Perki-

nElmer, Waltham, Massachusetts, United States  

Chemical research, much like all other hard sci-

ences, starts with a question: What if…? What if 

I could make this compound? What if I could 

employ this catalyst in a new transformation? 

What if I could do this process without a transi-

tion metal? The What if… questions have a sin-

gle identifier in common: they produce an ave-

nue to fill a knowledge gap. Understanding the 

current chemical information relative to the 

What if… question is paramount to starting a 

research endeavor. But behind only that, is the 

ability to capture all of the new information that 

is generated. A complete research informatics 

platform is key to generating, understanding 

and applying new chemical information. This 

presentation will focus on the tools available to 

today’s chemical researchers and how they are 

applied in a modern research facility.  
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 4:10-4:30pm.  ELN, RegMol and inventory: 

From synthesis to registration to inventory 

(CINF 148). 

Rajeev Hotchandani, hotchandani@yahoo.com. 

Scilligence, Watertown, Massachusetts, United 

States  

Scilligence is a leading innovator of cross-

platform, mobile cheminformatics and bioinfor-

matics solutions. We supply pharmaceutical, 

biotech, and chemical industries with state of 

the art informatics tools to improve their R&D 

bottom line. With its web-based, single sign-on 

and interconnected knowledge management 

platform of ELN, RegMol and Inventory, re-

searchers will be able to preserve the workflow 

in an efficient manner. 

Scilligence ELN, an electronic lab notebook for 

chemistry and biology will help keep track of 

the experimental details and associated files. 

The molecular entity can then be registered di-

rectly, with one click into RegMol, a registration 

system that is also an assay database. The reg-

istered entity can be then pushed to the Inven-

tory system with yet another click, which keeps 

track of various lots & packages on an intricate 

level.  

 

 

 

 

 

 

 

4:30-4:35pm.  Concluding remarks. 

 

Upcoming Conferences 

Measurement, Information and Innovation: 

Digital Disruption in the Chemical Sciences 

(RSC CICAG) 

October 20, 2015 

London, UK 

 

 

 

 

 

 

 

11th German Conference on Chemoinfor-

matics (GDCh) 

November 8 – 10, 2015 

Fulda, Germany  

 

 

 

 

 

 

 

 

 

 

ICCS 2016 : 18th International Conference 

on Chemical Structures 

May26-27, 2016  

Tokyo, Japan 

 

 

 

 

 

 

 

 

Seventh Joint Sheffield Conference on 

Chemoinformatics (MGMS and CSA Trust) 

July 4-6, 2016 

Sheffield University, UK 

http://www.rsc.org/events/detail/18885/measurement-information-and-innovation-digital-disruption-in-the-chemical-sciences
http://www.rsc.org/events/detail/18885/measurement-information-and-innovation-digital-disruption-in-the-chemical-sciences
https://www.gdch.de/index.php?id=2348
https://www.gdch.de/index.php?id=2348
https://www.waset.org/conference/2016/05/tokyo/ICCS
https://www.waset.org/conference/2016/05/tokyo/ICCS
http://cisrg.shef.ac.uk/shef2016/
http://cisrg.shef.ac.uk/shef2016/


 
                   
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Top Left: Dave Martinson, Wendy Warr     Top Right: Graham Douglas, Peter Rusch 

Middle Left: Grace Baysinger, David Thomas, Alea Giordano,   Middle Right:  Carmen Nitsche, Steve Boyle 

Andrea Twiss-Brooks 

 

Bottom Left: Yung Murphy, Rachelle Bienstock   Bottom Right: Tony Williams, Steve Heller  

     

Pictures taken by Peter Cutts, Wendy Warr, and Carmon Nitsche. Reprinted from the ACS Chemical Information Division Photo Albums 

(https://www.flickr.com/photos/cinf/albums) 

Photo Album from the ACS 2015 Spring Meeting in Denver 
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The Council of the American Chemical Socie-

ty met in Denver, CO on Wednesday, March 

25, 2015 from 8:00am until approximately 

11:30am in the Centennial Ballroom D-H of 

the Hyatt Regency Denver at Colorado Con-

vention Center Hotel.  It opened with a reso-

lution in memory of former ACS Secretary 

Rodney N. Hader and other deceased Coun-

cilors followed by a moment of silence; a 

vote to accept the minutes of the Council 

meeting held on August 13, 2014; and ap-

proval of interim action by the Council Policy 

Committee to elect Alan Ehrlich as its Vice 

Chair.  The highlights of the meeting are as 

follows: 

Nominations and Elections 

President-Elect: The Committee on Nomina-

tions & Elections (N&E) had identified four 

nominees for the office of 2016 ACS Presi-

dent-Elect: G. Bryan Balazs, Allison A. 

Campbell, David J. Lohse, and Christopher J. 

Welch.  The four nominees answered ques-

tions at the Town Hall meeting that was held 

on Sunday, March 22nd. Council voted to se-

lect G. Bryan Balazs and Allison A. Campbell 

as the final two candidates whose names will 

appear on the fall ballot along with any can-

didates selected via petitions 

Other Elections 

Directors: The Committee on Nominations 

and Elections announced the results of the 

election to select candidates from the list of 

nominees to serve as Directors from District 

I and District V on the Board of Directors for 

the term 2016-2018.  By internet ballot, the 

Councilors from these districts selected 

Thomas R. Gilbert and Laura E. Pence as 

District I candidates; and John E. Adams 

and Kenneth V. Fivizzani as District V candi-

dates. Ballots will be distributed on October 

2, 2015 to all ACS members in District I and 

District V for election of a Director from each 

District.  

The Committee on Nominations and Elec-

tions also announced the selection of the 

following candidates for Director-at-Large for a 

2016-2018 term: Willem R. Leenstra, Ingrid 

Montes, Mary Jo Ondrechen, and Thomas W. 

Smith.  The election of two Directors-at-Large 

will be conducted in the fall.  Ballots will be 

mailed to all Councilors on October 2, 2015. 

Continuation of Committees 

Having completed their five year reviews, the 

Committee on Committees obtained Council ap-

proval for the continuation of the Committee on 

Ethics and the Committee on Science. 

ACS Dues for 2016 

Council voted to approve the recommendation 

from the Committee on Budget and Finance with 

regard to the 2016 membership dues (an in-

crease of $4.00 - from $158 to $162).  The in-

creases to ACS dues are based upon an escalator 

defined in the ACS Bylaws (Bylaw XIII, 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 Cat-

egory) for the second year previous to the dues 

year to the value of the index for the third year 

previous to the dues year, as published by the 

United States Department of Labor, with the 

fractional dollar amounts rounded to the nearest 

whole dollar”. 

 

Base rate 2015: $158.00 

Change in the Consumer Price Index, Urban 

Wage Earners, Services Category: 

 December 2014 CPI-W (Services):  $281.800 

 December 2013 CPI-W Services:   274.948 

 Change in CPI-W Index:    2.49% 

 

2016 Dues, fully escalated: $158.00 x 1.0249 = 

$161.94 

2016 Dues, Rounded: $162.00 

Report from the American Chemical Society Council Meeting Held on March 25, 2015 
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National Meeting Long-Range Financial 

Plan 

There was a discussion on an action being 

taken by the ACS Board with regard to Na-

tional Meetings. It was noted that seven out 

of the ten most recent National Meetings 

have lost money. 

The technical programs have been losing 

money and that while still profitable (with a 

return of 30%), the revenues from the ex-

hibits have been declining. The Board wants 

to de-couple the technical programs from 

the exhibits in an effort to stop the bleeding. 

Many Councilors said that this did not make 

any sense since the vast majority of those 

who go to the exhibit cane primarily to at-

tend the technical programs.  

Following a discussion on the revenue sup-

porting National Meetings, the ACS Council 

respectfully requested that a vote be taken 

on a motion put forth by Frank Blum that 

the Board of Directors delay adding a new 

technical meeting fee to the meeting regis-

tration fee until the Board presents an anal-

ysis (preferably at the Boston National Meet-

ing) of the projected break-even fee, includ-

ing and excluding the net revenue from the 

National Meeting Exposition. Note that in 

addition there will be the implementation of 

a fee to obtain a printed program ($10 for 

pre-registrants to be picked up at the meet-

ing; $20 for purchase at the meeting). 

Council voted 67% in favor of the motion. 

Questions raised by Councilors during the 

discussion were whether or not there should 

be an exposition at future meetings and 

whether or not portions of the National 

Meetings should be available for virtual at-

tendance (for a fee). 

Petitions for Vote 

Petition to Charter two new International 

Chemical Sciences Chapters 

Council voted to accept a legal application 

for the formation of the India International 

Chemical Sciences Chapter. This Chapter will 

consist of the territory of India which is not part 

of any other Local Section or Chapter of the So-

ciety. The application was initiated and signed by 

ACS members in good standing of the Society 

who reside in the Territory and it met all of the 

requirements of Bylaw IX and includes a state-

ment that the applicants are familiar with and 

will abide by all governing documents of the So-

ciety, including Bylaw IX Section 2(c), which 

states that the Chapter and is officers, as repre-

sentatives of the Chapter, shall not engage in 

political activity, shall avoid any activities that 

may adversely affect the interests and/or public 

and professional images of the Society, and shall 

assure that all activities of the Chapter shall be 

open to all members of the Society. The applica-

tion included a proposed budget for the Chap-

ter’s operations which includes no funding from 

the Society).  The petition had been reviewed by 

the ACS Joint-Board Committee on International 

Activities (IAC). Council’s approval is contingent 

on the approval of the ACS Board of Directors, 

after which (if given) the Chapter can begin op-

eration. 

In addition, a Council voted to accept a legal ap-

plication for the formation of the Taiwan Interna-

tional Chemical Sciences Chapter. This Chapter 

will consist of the territory of Taiwan which is not 

part of any other Local Section or Chapter of the 

Society. The application was initiated and signed 

by ACS members in good standing of the Society 

who reside in the Territory.  It met all of the re-

quirements of Bylaw IX and included a statement 

that the applicants are familiar with and will 

abide by all governing documents of the Society, 

including Bylaw IX Section 2(c), which states 

that the Chapter and is officers, as representa-

tives of the Chapter, shall not engage in political 

activity, shall avoid any activities that may ad-

versely affect the interests and/or public and 

professional images of the Society, and shall as-

sure that all activities of the Chapter shall be 

open to all members of the Society. The applica-

tion included a proposed budget for the Chap-

ter’s operations which includes no funding from 

the Society).  The petition was reviewed by the 

ACS Joint-Board Committee on International Ac-

Report from the American Chemical Society Council Meeting Held on March 25, 2015 
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tivities (IAC).  Council approval is contingent 

on the approval of the ACS Board of Direc-

tors, after which (if given) the Chapter can 

begin operation. 

Petitions for Consideration 

The following petitions were included in the 

Council Agenda Book for consideration only 

and will be voted upon at the Council meet-

ing in Boston later this year 

Petition on Member Expulsion 

The petitioners believe that the current By-

laws (Bylaw 1, Section 5) on removal of 

members is too cumbersome and that a pro-

cedure to be developed by the Committee 

on Membership Affairs would be preferable.  

Currently there are several steps each of 

which involves creation or use of an addi-

tional body to consider the charges. The pe-

titioners believe that “the intent of the Con-

stitution (Article IV, Sec. 3) and the current 

Bylaw can be met, and due process main-

tained for the charged member, by using a 

procedure modeled after those currently 

recommended by the Committee on Consti-

tution and Bylaws (C&B) for the removal of 

officers for neglect of duties.”   The petition-

ers further believe that the intent of the By-

laws can be met by amending the Bylaw and 

delegating authority to the Council Commit-

tee on Membership Affairs to promulgate 

and amend such procedures as are neces-

sary to implement this amendment sepa-

rately from the Bylaws. Reference to the 

“Chemical Professional’s Code of Conduct” 

could provide a framework for determining 

“conduct injurious to the Society.” Petition-

ers have developed an example of the type 

of detailed procedures that could be adapted 

by the Council Committee on Membership 

Affairs and the Council Policy Committee and 

suggest that if approved the procedures be 

published as part of the ACS Governing Doc-

uments. 

The Committee on Constitution and Bylaws 

(C&B) has said that it is unclear if the pur-

pose of this proposed Bylaw amendment will 

make the removal procedure any less cumber-

some, but it does appear that if approved, this 

amendment will streamline the Bylaws. C&B 

finds that the petition is legal and not incon-

sistent with the Constitution of the Society, but 

has requested slight modification in the wording. 

The financial implication of the petition is being 

assessed. 

Petition on Preferential Voting 

The petitioners propose changes to the ACS By-

laws to provide for the use of preferential ballot-

ing in elections for nominees and candidates, 

where necessary, to achieve a majority of votes 

to win an election. The petition moves from the 

Bylaws details on preferential voting in the elec-

tions for President-Elect and Director-at-Large to 

procedures developed by the Committee on 

Nominations and Elections (N&E), and adds pref-

erential voting for District Director, again with 

detailed procedures being developed by N&E. All 

such procedures developed by N&E are to be ap-

proved by Council. 

C&B finds that the petition is legal and not incon-

sistent with the Constitution of the Society, but 

has requested slight modification in the wording. 

The financial implication of the petition is being 

assessed. 

 

Reports of Committees (Highlights) 

Council Policy (CPC) 

As required by the Society’s Bylaws, CPC has set 

the divisors which will be used to determine how 

many Councilors each Local Section and Division 

is entitled for 2016-2019.  Official notification 

will be sent to Local Sections and Divisions with-

in two weeks of the Council meeting, well in ad-

vance of the Bylaws required May 1 deadline, in 

order to accommodate the units’ conduct of their 

elections in 2015. CPC’s Long Range Planning 

Subcommittee is forming a task force to consider 

whether changes are in order for the calculations 

and policies, and to implement any recommen-

dations in time for the 2020 election cycle. In its 

Report from the American Chemical Society Council Meeting Held on March 25, 2015 
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continuing efforts to assist the Society in 

finding ways to reduce expenses, CPC is 

considering alternatives to reduce the print-

ing and mailing costs of the Council Agenda. 

CPC will be conducting surveys to evaluate 

potential strategies. 

Committees (ConC) 

All Councilors, including new Councilors, 

were reminded to complete their online 

committee preference form for 2015, during 

the period March 30 – June 5, 2015. Non-

Councilors can request a copy of the form 

from ConC. 

Budget and Finance (B&F) 

In 2014, ACS generated a Net from Opera-

tions of $17.9 million, which was $4.2 mil-

lion favorable to budget. Total revenues 

were $499.0 million, $0.7 million or 0.1 per-

cent higher than budget. Expenses ended 

the year at $481.1 million, $3.5 million fa-

vorable to the budget.  This variance was 

largely attributable to a continued emphasis 

on expense management across the Society.   

Despite favorable operating results, the So-

ciety’s financial position weakened in 2014, 

with Unrestricted Net Assets declining $62.3 

million, from $207 million to $144.7 million 

at year-end.  

Additional information can be found at 

www.acs.org, at bottom, click ‘About ACS’, 

then ‘ACS Financial Information’.  There you 

will find several years of the Society’s audit-

ed financial statements and IRS 990 filings. 

Education (SOCED) 

SOCED reported that more than 1,900 indi-

viduals have joined the American Associa-

tion of Chemistry Teachers (AACT) which 

launched last year, 88 percent of whom are 

K-12 teachers of chemistry. The Dow Chem-

ical Company was announced as the Sole 

Founding Partner of AACT with a gift of $1 

million.  

 

Science (ComSci) 

ComSci has collaborated with several ACS com-

mittees to develop five public policy statements 

which were approved by the Board in December 

2014.  More recently ComSci led the develop-

ment of a new draft ACS policy statement on hy-

draulic fracturing, which will be considered by 

the Board. Current collaborations include revis-

ing ACS policy statements on energy, climate 

change and forensic science. 

 

Committee on Meetings and Expositions 

(M&E) 

M&E recommends that the Early Member Regis-

tration Fee for 2016 national meetings be $415, 

per the National Meeting Long-Range Financial 

Plan. As part of the continuing ACS sustainability 

effort and to encourage the use of the ACS mo-

bile app and online program, M&E has decided to 

discontinue free distribution of the hard copy 

program book starting in 2016.  Those who pre-

register for the meeting may purchase a copy of 

the program book for $10 (pick up on site), and 

copies will be available at the meeting for $20.  

The PDF version of the national meeting program 

will be more prominently displayed on the ACS 

website for those who would like to print por-

tions for themselves. M&E reported on the at-

tendance as of Tuesday evening, March 24, 

2015: 

 

Attendees  7,307 

Students  5,141 

Exhibitors        847 

Expo only        360 

Guest         285 

Total                   13,940 
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Spring National Meeting attendance since 

2004 is as follows: 

 

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:   18,067 

2011:  Anaheim, CA:   14,047 

2012:  San Diego, CA:  16,864  
(as of Tuesday evening, March 27th) 

2013:  New Orleans, LA:  15,596 
(as of Tuesday evening, April 9th) 

2014:  Dallas, TX:   13,680 
(as of Tuesday evening, March 18th) 

2015:Denver, CO:   13,93 
(as of Tuesday evening, March 24th) 

 

The last National ACS meeting in Denver 

was held in the fall of 2011 and attendance 

at that meeting totaled 10,453. San Francis-

co has had the highest attendance for ACS 

National Meetings, at least since 1997 

(1997: 18,042; 2010: 18,067; and 2000: 

18,336). 

 

Committee on Divisional Activities 

(DAC) 

DAC voted to fund ten Innovative Project 

Grants (IPG) totaling $54,000. The commit-

tee will consider another set of IPG pro-

posals during the Boston National Meeting in 

August, 2015; the deadline for that round of 

submissions in July 1, 2015. National meet-

ing attendees were recently surveyed for 

their views on the Society’s policy governing 

the use of devices to capture and/or dissem-

inate content delivered at our meetings. 

While expressing support for the policy, the re-

spondents also expressed interest in amending 

the current policy to permit presenter - at their 

discretion- to authorize audience members to 

capture and disseminate content. 

 

Committee on Local Section Activities 

(LSAC) 

LSAC awarded 15 Innovative Project Grants for a 

total of $38,389, and is continuing to offer a mini

-grant to Local Sections that attended the 2015 

Leadership Institute to partner with neighboring 

sections to host an activity that would bring val-

ue to all members in a specific region. The com-

mittee is also planning to fund 16 grants totaling 

$4000 for the Bridging the Gap: Teachers of 

Chemistry K-12 Nano-Grants.  More information 

about all LSAC grants, and those of other com-

mittees, is available at www.acs.org/getinvolved.  

It was noted that several Local Sections were 

celebrating major anniversaries this year: 

50th: Southern Illinois 

75th: Western Maryland 

100th:  Ames, Virginia 

 

Committee on Membership Affairs (MAC) 

MAC approved a recommendation from staff to 

ask individuals who have been receiving the 50 

percent Graduate Student Discount for four 

years or more if they are still graduate students 

so they can receive the correct dues renewal. 

The current process does not provide an oppor-

tunity for graduate students to change their sta-

tus after graduation except by contacting ACS 

Member Services. MAC has endorsed President 

Diane Schmidt’s campaign to invite faculty from 

PhD granting U.S. institutions to give ACS mem-

bership as an award to outstanding students in 

chemistry. Schmidt will match each gift by pay-

ing a student’s membership from her Presidential 

funds. At the end of 2014, ACS had 158,401 

members, a decline of 1.7% from 2013 despite 

the addition of 24,000 new members. 
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Committee on Economic and Profes-

sional Affairs (CEPA) 

CEPA reported the 2014 New Graduate Sur-

vey Results which show the unemployment 

rate for new graduate chemists has dropped 

from 14.9 percent in the 2013 survey to 

12.4 percent as of 2014. The drop is princi-

pally due to more new bachelor’s degree 

chemists finding employment. ACS members 

experienced three successive years of low-

ered unemployment, which could hint at a 

positive outlook for chemists in coming 

years. While unemployment is down, sala-

ries have been overall stagnant. The ACS 

Career Fair had 715 seekers, 27 employers, 

85 positions, and 10 booths.  The Virtual 

Career Fair had 918 seekers, 6 employers, 

and 38 positions.  Additionally, 368 resume 

reviews, 218 mock interviews, and 23 Ca-

reer Pathway workshops were conducted 

during the meeting. 

 

Committee on Constitution and Bylaws 

(C&B) 

C&B certified 23 bylaws in 2014, the second 

largest number certified in any year. Addi-

tionally, the committee has reviewed bylaws 

for 10 Local Sections and 5 Divisions since 

fall 2014.  Certified bylaws and a status re-

port are posted on www.acs.org/bulletin5. 

New petitions to amend the Constitution or 

Bylaws must be received by the Executive 

Director no later than April 29 to be included 

in the Council Agenda for consideration at 

the fall meeting in Boston.  Contact C&B 

with any questions or requests for infor-

mation at bylaws@acs.org. 

 

Women Chemists (WCC) 

WCC celebrated ten early-to-mid-career 

women chemists as recipients of the Fourth 

Annual WCC Rising Star Awards, and eight 

WCC/Eli Lilly Travel Grant awardees. WCC is 

also collaborating with Merck to develop a 

new Research Award that will fund eight women 

graduate students to present their research at 

the fall national meeting in Boston. Members of 

WCC have been involved as contributing authors 

and editors for the second more diverse and in-

clusive edition of “Mom, the Chemistry Profes-

sor” being published by Springer. 
 
Professional Training (CPT) 

At this meeting, CPT reviewed 39 periodic re-

ports from currently approved programs and 

held conferences with two departments begin-

ning the process of applying for ACS approval. 

CPT also reviewed four site visit reports and ap-

proved three new programs.  There are currently 

681 colleges and universities offering ACS-

approved bachelor’s degree programs in chemis-

try. 

The new 2015 ACS Guidelines for Bachelor’s De-

gree Programs were approved at CPT’s winter 

meeting and recently published on the ACS web-

site. 

 

International Activities (IAC) 

At this meeting, the committee received, re-

viewed, and approved annual reports from ACS 

International Chemical Sciences Chapters in 

Hong Kong, Hungary, Malaysia, Romania, Saudi 

Arabia, and Shanghai.  Additionally, the commit-

tee reviewed and approved new chapter applica-

tions initiated by members in Brazil, Nigeria, Pe-

ru, and the United Arab Emirates. 

 

Environmental Improvement (CEI) 

At this meeting CEI awarded Local Section Sus-

tainability Grants to three Local Sections: Cor-

nell, Kalamazoo, and Midland. The committee 

has established working relationships with sever-

al technical divisions. The committee cospon-

sored with Division of Chemical Education the 

symposium featuring the winners of the ACS-CEI 

Award for Incorporation of Sustainability into 

Chemical Education. CEI and the Division of En-

vironmental Chemistry have jointly established a 
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project to provide grant support for pro-

gramming around climate change at regional 

meetings.  

CEI continues to review existing ACS policy 

statements, and at this meeting approved 

recommendations to the Board to establish 

new public policy statements on Hydraulic 

Fracturing and on Water Treatment and 

Conservation. 

Chemistry and Public Affairs (CCPA) 

The committee highlighted the power of ACS 

member engagement in government affairs 

by relating the bipartisan effort, despite par-

tisan roadblocks, to secure a resolution for 

National Chemistry Week in the United 

States Senate by Senator Chris Coons, a 

Democrat from Delaware, and Republican 

Senator Pat Toomey of Pennsylvania.   The 

extra effort invested by ACS members in 

Pennsylvania to ensure that the resolution 

had bipartisan sponsorship helps to under-

score that science is an issue where both 

parties can come together. 

 

Actions of the Board of Directors 

 

The Board’s Committees  

The Board of Directors received and dis-

cussed reports from its Committees on 

Grants and Awards (G&A), Professional and 

Member Relations (P&MR), Executive Com-

pensation, and Corporation Associates; the 

Society Committee on Education (SOCED); 

and the Joint Board-Council Committee on 

Publications.  

 On the recommendation of the Commit-

tee on Grants and Awards and of the 

Committee on Science, the Board voted 

to approve a Society nominee for the 

National Medal of Science.  

 

 On the recommendation of the Committee on 

Professional and Member Relations, the 

Board voted to provide nominal sponsorship, 

without financial commitment, for the “Fron-

tiers of Science Research and Education in 

the Middle East: A Bridge to Peace” (Malta 

VII) to be held in Rabat, Morocco, November, 

2015. 

 The Board received an extensive briefing and 

approved several recommendations from its 

Committee on Executive Compensation.  The 

compensation of the Society’s executive staff 

receives regular review from the Board.  

 On the recommendation of the Society Com-

mittee on Education, the Board voted to ap-

prove a procedure for the establishment of 

the inaugural Governing Board for the Ameri-

can Association of Chemistry Teachers 

(AACT).  

 On the recommendation of the Joint Board-

Council Committee on Publications, the Board 

voted to approve the reappointment of an 

Editor-in-Chief for an ACS journal. 

 

The Executive Director/Chief Executive Of-

ficer’s Report  

Thomas M. Connelly, Jr., the new Executive Di-

rector/CEO of the Society,  offered a review of 

his initial month in the position (he began on 

February 17, 2015), and his direct reports up-

dated the Board on the activities of Chemical Ab-

stracts Service (CAS), the ACS Publications Divi-

sion, the Society’s Treasurer, and the Society’s 

General Counsel. 

Report from the American Chemical Society Council Meeting Held on March 25, 2015 

Page 21 CSA Trust Newsletter  

http://www.maltaconferencesfoundation.org/
http://www.maltaconferencesfoundation.org/
http://www.maltaconferencesfoundation.org/
https://www.teachchemistry.org/content/aact/en.html
https://www.teachchemistry.org/content/aact/en.html
https://www.teachchemistry.org/content/aact/en.html


Other Society Business 

The Board heard reports from the Presidential 

Succession on their current and planned activi-

ties for 2015. As part of its ongoing commitment 

to consider the most important strategic issues 

facing the Society, the Board held a discussion 

on improving governance agility. 

 

Resolutions 

The Board passed two resolutions, one in 

memory of former ACS Secretary Rodney N. 

Hader, who died in January 2015, and another 

for the U.S. Air Force Academy for 31 years of 

continuous support of the U.S. National Chemis-

try Olympiad. 

 

The Board’s Open Session 

The Board held a well-attended open session 

which featured Bibiana Campos Seijo, Editor-in-

Chief, C&EN.  Dr. Campos Seijo’s topic was 

“Getting Bang for Your Buck in Science Commu-

nications.” Prior to the presentation, members of 

the presidential succession and the new Execu-

tive Director and CEO offered brief reports on 

their activities. The officers provided more ex-

tensive reports on their activities and/or future 

plans as part of their reports to the Council. 

The Council meeting closed with a resolution in 

gratitude for the officers and members of the 

Colorado Local Section, host Section for the 

249th National Meeting; the divisional program 

chairs and symposium organizers; and ACS staff. 

 

Respectfully submitted April 2, 2015 

CINF Councilors: Bonnie Lawlor & Andrea Twiss-

Brooks 
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Themes for Future ACS National Meetings  

Below are the themes for future ACS national 

meetings (F=Fall, S=Spring): 

 250th ACS National Meeting & Exposition 

August 16-20, 2015 Boston, MA             

Program Theme: Innovation from Discovery 

to Application 

 251st ACS National Meeting & Exposition 

March 13-17, 2016 San Diego, CA          

Program Theme: Computers in Chemistry 

 252nd ACS National Meeting & Exposition 

August 21-25, 2016 Philadelphia, PA      

Program Theme: Chemistry of the People, 

by the People and for the People 

 

ACS National Meetings -   

Presentations on Demand 

 

 

 

 

 

 

 

Spring 2015 Denver ACS National Meeting 

(March 22-26, 2015) 

ACS Member-only access. 

Presentations on Demand to ACS National 

Meetings held in 2014 are openly accessible. 

http://presentations.acs.org/common/tracks.aspx/Spring2015
http://presentations.acs.org/common/tracks.aspx/Spring2015
http://presentations.acs.org/common/default.aspx
http://presentations.acs.org/common/default.aspx


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.   
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Newsletter Calendar for 2015 

 

Spring-Summer Issue: 

Submission Deadline:  July 1 

Review Copy: July 20 

Publication Date: July 31 

 

Fall Issue: 

Submission Deadline: Sept. 4 

Review Copy: Sept. 14 

Publication Date: Sept. 25 
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