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Fall 2001 Highlights

• Chemical Computing Group Excellence Awards
• C&E News features COMP Symposium
• COMP Journal: Journal of Molecular Graphics and Modelling

COMP Newsletter
eStatement from the Chair
David Spellmeyer, Chair of COMP, reviews
the status of the Division and highlights
several new COMP initiatives

I am pleased to  be ab le to tell y ou that at
mid -year 2001, the CO MP div ision is in
ver y good  shape.  We are financially so und,
hav e an increas ing membersh ip bas e, and 
hav e just completed a successful Technical
Pro gram at the Spring  Natio nal Meeting.

In our last new sletter, we described ou r
successfu l long -range plann ing sessions 
held at S tone Mountain Retr eat.  Several
ideas and  initiatives  from this m eeting  have
been put in place and  some are already
sho wing b enefit to th e Division.  Here are a
few :

•  Pharmacop eia has agreed to fund th e
ACS  Award  for Computers in
Chemical and Ph armaceutical
Res earch (pending app roval by the
ACS  Board  of Director s) und er its 
Sof tware Subsid iary’s  new n ame,
Accelrys.  This  substantial inves tment
in the Co mputer s in Chemistry
Div ision is ver y much  appreciated !
Peter Gun d deserves a great big Thank
You  from the Division  for h is role in
obtaining  this fundin g.

•  We have a permanent P ublic Relations
Chair, a position app ointed  by th e
Chair.  Shawn K enner has ag reed to
tak e over  as ou r Public Relations  Chair 
for  an 18 -month  term.  In this new

role, Shawn will be r espons ible f or
coo rdinating ou r effo rts in  publicizing 
the Divis ion.

•  Our  website con tinues  to be a major
point of focus.  Than ks go to Lis a
Balbes as  she continu es to upgrad e the
COMP Division w ebsite, foun d at
http://membersh ip.acs .org/C/COMP/

•  We have f ocused  on in creasing our 
mem bership base.  At the San Dieg o
ACS  meeting, we handed out leaflets
des cribin g the benefits of COMP
mem bership.  Yo u will continue to  see
these sor ts of outreach eff orts
exp anded.

•  We have increas ed our  focus  on
Multidivisional Progr amming .  You 
will continue to see an emp hasis on
cro ss-div isional prog rammin g in the
com ing years.

•  Wen dy Cor nell h as joined th e
Executive Committee as Assistant
Pro gram Chair.  Wendy  will work w ith
Ralph Wheeler to continue o ur
exp ansion  of CO MP National
pro gramming.

•  We have agreed to fun d trav el for 
academic member s of the COMP
executive team.  This  should incr ease
our  ability to recruit acad emic
mem bers o f the COMP team.

•  We have initiated a p rocess  to am end
our  by-laws to allow for a two-year
ter m for the Ch air.  Curren tly, o ur
Chair ser ves on e year  each as Chair-
Elect, as  Chair , and as Pas t Chair.
Feedback from D ivisio nal Leaders

con sisten tly reflects  the d esire to
increase the on e-year  term as Chair to
allow for  continuity in Div isional
Leadership.  Yo u can expect to see a
by- laws change in the next few
mon ths.

I m  looking for ward to seeing mor e resu lts
fro m our first long-r ange p lannin g meeting.
The meeting was  such a success th at we
plan to m eet as  a gro up again this summ er
in Las Vegas.  Topics  will includ e
increasin g memb ership  value, the by-law s
changes n eeded for th e Chair term , and a
str ucture for v olunteering.  You will s ee a
rep ort on  the r esults  of th is meeting in our
nex t news letter .

JMG M
Sev eral changes  are h appening with the
Jou rnal o f Molecular Graphics and 
Mod eling.  After a su ccessf ul 3-y ear tenure,
Don  Boyd will b e step ping d own as  North 
American Editor . Don has tu rned around
the JMGM during  his tenure. Less than 1 0
pap ers were sub mitted  in 19 98, an d over  90
sub mitted  in 20 00.  A heartfelt Thank Y ou
to Don fo r his service.  An dy Holder
(wh ose term as Division Secretary  finis hes
this year ) has agreed  to be North  American
Editor of  JMGM.  Cong ratulations to And y
on his new position.  The p ublication itself
will also  be un dergoing changes.  Els evier
Science h as pro posed some f ormat changes
that will make the jo urnal more r eadable
and  more profitable.  You w ill see thes e
changes s ometim e in 2 002.
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Student E xcellence Awards
The Chemical Co mputin g Grou p continues
to fund the Stu dent Excellence Aw ards,
which are merit-based  award s for graduate
stu dents that p rovide funding to attend 
National meetin gs and  perso nal licenses  for
the MOE s oftwar e.  Th e seco nd set of
Awards was hand ed out at th e 2001  ACS
Spr ing Meeting in San  Diego .

Off icer T raining and Planning
Meetings
Bill Jorg ensen, Curt Breneman, and I 
attended the Division al Leaders  Training
ses sion h eld in  Galveston, TX, in  Febru ary
200 1.  Th e training s ession  was p ositiv e for
all of us .  We spent time d iscuss ing
mem bership and volunteer gr owth, possib le
new  sympo sia, and div isional stru cture.
We will expand on these iss ues at our
Div isional Long -Range Plann ing session in
Jun e.

The Divis ion Of ficers  continue to  solicit
inp ut fro m curr ent an d potential COMP
Mem bers and to use yo ur sug gestio ns to
imp rove the ben efits of Div ision
Mem bership.  If  you h ave id eas ab out ho w
to improv e the Division, ab out po tential
Sym posia, or wo uld like to volunteer to 
par ticipate, please contact any o f us.  Our
nam es and  addresses are fou nd later in this
new sletter.

Dav id Spellmeyer

COMP Symposium Featured in C&E
News Cover Story

“Chemists emerg e
as major player s
in developing tools
for  new computer
architectures,
including 
increasingly

pop ular computer clusters”
C&E News, April 30, 2 001

A s ymposium spo nsored  by CO MP at the
San  Diego  meeting was  selected as  the
cov er sto ry for  the A pril 3 0, 200 1 issu e of

C&E News. The s ymposium, N ew
Com puter Architectures in Chemistry-
Challenges and Benefits  was organized by
And y Pineda of the Albuquer que High
Per forman ce Com puting  Center and
featured papers  on no vel co mputer 
architectures, the performance of 
par allelized co mputational chemis try
sof tware on these new  architectur es, an d
new  metho ds in data v isualization .

Read the C& E N ews report at
http://pu bs.acs .org/cen/cov erstor y/7918 /791 
8su percom puter.html

Are  you COMP’s
next News letter  Edito r?

As Newsletter Editor you will com pile
con tributions f or the twice-yearly
pub lications of  the D ivisio n News letter  and
interact with o ther m embers  of th e COMP 
Executive Committee o n a wide var iety o f
top ics.

If you ve been thinking abo ut getting
inv olved in div ision leader ship, consid er
wor king o n the newsletter— it s a great
place to start.

If you ar e interested  I d b e pleased to  tell
you  more about it. Please contact me at
shawn@spo tfire.com
617  702 1 522

Shawn Ken ner

Winners of the Chemical Computing
Group Excellence Award Announced

Chemical Computing Gr oup Ex cellence
Awa rds awarded to thr ee students

Thr ee stu dents have b een recognized as the
recipients of the second ro und of  Chemical
Com puting  Group  Excellence Awards .
Thr ough this pr ogram, the Chemical
Com puting  Group  provides CO MP with
$11 ,500 annually to f und merit-based
stu dent travel awards .  The award s defr ay
stu dent travel expens es for  ACS n ational
meetings. In ad dition , CCG provid es each
of the recipien ts a $ 2,000 one-year license
of their Molecu lar Op eratin g Environmen t
(MO E) sof tware, to be used by their
academic institution for research . MOE is
used by chemical researcher s in the
pharmaceu tical and biotechn ology fields .

Awardees are:
Gregory W. Kau ffman  for the paper 
entitled "Quantitativ e Stru cture- Activity
Relations hip Mo dels f or the Prediction of
Selective Cyclo oxygen ase-2 Inhibition"
Co- author  of th e paper is P eter C. Jur s.  Mr .
Kau ffman is a g raduate stud ent in  Peter 
Jur s’ lab s in the Dep artmen t of Chemistry,
Pen nsylvania State Un iversity, University
Par k, PA.

Larry O. Lockwo od, Jr. fo r the paper
entitled "Comparison of Gen etic
Alg orithm -Based  Descr iptor Selection
Methods f or QSA R".  Co-auth ors of  the
pap er are Mark J. Emb rechts , Curt M.
Breneman, and K ristin  P. Bennett.  Mr.
Lockwood is a g raduate stud ent in  Curt
Breneman’s labs  in th e Department of
Chemistry , Ren nselaer Poly technic
Ins titute, Troy , NY.

C. Matthew Sun dling fo r his paper
entitled "Advan ces in  Electronic Proper ty-
encoded Molecular Shape Des cripto rs"
Co- author  of th e paper is Curt M.
Breneman.  Mr. Sun dling is a g raduate
stu dent in Curt Breneman’s labs  in th e
Dep artmen t of Chemistry, Ren nselaer
Polytechn ic Ins titute, Tro y, NY.



New sletter of the COMP division o f the ACS
Fall 2001 

Award win ners are selected from the poo l
of studen ts sub mittin g poster abs tracts  to
the COMP program.  Fo r further
inf ormation on the Ch emical Compu ting
Gro up Excellence Awar ds pro gram,
including  how to subm it an abstract to the
com petition, see the COMP D ivisio n web
site http://membersh ip.acs .org/C/COMP/.
For  more on MOE and CCG see
http://ww w.chem comp.com.

Fall 2001  winners will be announced in the
Spr ing 20 02 COMP News letter .

Secretary s Report

COM P memb ership  grows by 13 %

Mem bership in the Div ision increased fr om
235 5 at the end  of 19 99 to 2668 at the end
of 2000.  This repres ents a 13.3% increase
in one year, an d is a stron g positive r esult of
ACS s Member G et a Member  emphasis.
COMP memb ership  grew more than almost
any  other  Divis ion ov er the same period .

By the time you  read this electio ns will
hav e been  completed f or our  new o fficer s
for  2002.  Check the website for results.

By unanim ous co nsent, the Executive
Com mittee exten ded th e term  of Tr easurer
Cur t Breneman by one year to end  in 20 02.
In this w ay, terms fo r the Secretary an d
Treasurer  will not ex pire in the same y ear,
pro viding  better continuity  among  the
off icers.

And y Hold er

JMGM: The Division’s Own Journal

JMGM changes
editorship: Don
Boyd passes the
reins to Andy
Holder

As many o f you are
aware, Do n Boyd 
stepped d own in 
Apr il after a VER Y

dis tinguished term as  Edito r of the Jou rnal
of Molecu lar Gr aphics  and Mod elling . D on
is credited with virtually resurr ecting  the
jou rnal d uring his time as editor .  At the

Executive Committee Meeting  in San
Diego, th e Comm ittee gave D on an
enthusias tic an d well-deser ved ro und of 
app lause for his excellent work.  Thank  him
for  his efforts  both for th e Division and
JMG M wh en you  see h im!

I h ave accepted  the p ositio n of Editor at
JMG M and look f orward  to co ntinuing the
gro wth of  the journal. Many  of yo u may not
realize the clo seness  of th e ties  between
JMG M an d our Division.  First, COMP
mem bers g et sub stantial dis counts  on
per sonal subscr iption s.  Second, the Ed itor
attends Executive Com mittee Meetings an d
rep orts the goings-on  at th e Jou rnal, and
the EC has  an op portun ity to  make
sug gestio ns and  contr ibutio ns.  Third,
COMP appo ints the US Editor  in
coo peration with Els evier Science.  So , the
COMP EC h as dir ect in volvem ent with the
editorial practices and pro cedures of a
jou rnal s pecializing in the Divis ion
mem bers  area o f interest.  The
inv olvement leads to a better and  more
focused p ublication in our field.  Both  the
COMP Division and Els evier benefit from 
the relationship.

Don  was s uccess ful largely due to  the
coo peration between o ur Div ision and th e
Jou rnal.  A numb er of special issu es wer e
pro duced during  his time at the h elm an d
mor e are planned in connection with
COMP symp osia at national m eeting s.
While these are impor tant, the backbone of
any  journ al is the stream o f subm itted
pap ers.  I enco urage you to  send me pap ers,
and  I com mit to  timely, eff icient, and fair
rev iew an d publicatio n of y our
sub missio ns.  We are willin g to accept
pap ers fr om alm ost an y sub- discip line o f
com putational chemistry in our desire to
mak e JMG M a premier scientific
pub lication with which the COMP D ivisio n
of the ACS will be pleased and pr oud to  be
ass ociated.

And y Hold er

[Editor s note: F or more info rmatio n on
JMG M, including  reduced sub scription rates fo r
COM P memb ers please see the COM P web
pag e: http://membersh ip.acs.org/C /COMP/]

223rd National ACS Meeting
Chicago, IL, August 26-30, 2001

COM P has been identif ied as one of six
areas of concentrated  progr amming  for
the 223rd  National ACS Meeting in
Chicago. COMP will sp onsor symposia in
thirteen areas at the spring show.

Planned COMP sy mposia inclu de (co -
spo nsorin g divisions listed ):

1)   Cheminf ormatics (CI NF, MEDI)

2)   Computational Org anometallic
Chemistry  (INORG)

3)   D ocking  and Testing 

4)   Emergin g Tech nologies

5)   Linking  Genom ic Inf ormation with
Dru g Design (CI NF, MEDI)

6)   Modelin g Lig and In teractions w ith
Mem brane Proteins

7)   Q M/MM Methods  (PHYS )

8)   Computational Chemistry in the
Und ergrad uate Curricu lum (P HYS)

9)   Computational Modeling an d
Sim ulatio n of S elf-As sembled
Materials  (COLL)

10) Com puter Modeling of Polymers
(PMSE)

11) Fir st Principles Simu lation s of
Chemical Dynamics (PH YS)

12)    Inform ation Challenges in
Com biChem /HTS Era (CI NF)

13)    Using Computers to  Teach 
Bio chemis try (CHED)

For  an up -to-date lis t of s ymposia for future
ACS  natio nal meetings , visit
http://ww w.acs.org.  At press tim e, ten tative
top ics fo r symp osia at futu re national
meetings includ e:

Orlando, Spring  2002

1)   Ab initio Mo lecular Dynamics

2)   Carbohy drate Modeling

3)   Chemometr ics

4)   Enhanced Samp ling Techniq ues in 
Molecular  Dynam ics an d Monte Carlo
Sim ulatio ns

5)   Modelin g Nucleic Acids

6)   Molecular Mod eling Across  the
Per iodic Table
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7)   Molecular Mod eling and th e
Exp erimen tal Validation of Reaction
Mechanism s

8)   Q SAR

9)   Rational Drug  Desig n

10) Recent Ad vances  in Electron 
Cor relation Methodolo gy

Bos ton, Fall 20 02

1)   Emergin g Tech nologies

2)   N ew Dev elopments in  Force Field s for
Molecular  Modeling

3)   S emi-em pirical Molecular Orbital
Methods

4)   Computational Chemistry in Chem ical
Edu cation 

5)   Classical and  Quantum Statistical
Mechanics  Studies of Solvation

6)   Q SAR

7)   Linking  Genom ic Inf ormation with
Dru g Design?

8)   Conform ational Analysis

9)   Chemistry of Computers

COMP Division Web Site Continues to
Improve

The COMP division web  site at
http://membersh ip.acs .org/C/COMP/
con tinues  to gr ow.  Current infor mation  on
pro gramming for  futur e meetings is always
available.  In addition, we have added
com plete COMP d ivisio n prog ram
inf ormation for  past ACS national
meetings, all the way  back to 199 8.
Min utes o f the Executive Co mmittee
meeting f or the March  2001 meetin g are
now  available. More h istorical in formation
is added as it becomes available.˚

Let me kn ow what else you w ould like to 
see on th e web site, and we ll do  our b est to 
get it th ere.

Lis a M. Balbes, Web Maven

Lis a M. Balbes
Balbes Co nsultants
648  Simmo ns Ave.

Kir kwood MO 631 22
lis a@balb es.com 

pho ne: 31 4-966- 5298

COMP Web Site Archives Historical
Information

Building a COMP Archive sta rts with the
past!

We’ve heard fro m the member ship that yo u
wan t more histo rical inform ation on the
web  site - officer listings  from past y ears,
back issu es of the newsletter, past national
meeting p rogram ming, and so  on.  In ord er
to put th is inf ormation on- line, we fir st hav e
to find it!  I’ve gotten ev erything available
fro m the nation al off ice, n ow I’m  appealing
to the membersh ip.

If you were an officer, chaired a session at a
national meetin g, etc. and still have the
details, please send the in formation to  me,
so we can  fill in our  archives.˚

Lis a Balbes lisa@balbes.co m

COMP Division Contact Information

Cha ir: D avid Spellmeyer
Sig nature Bioscience, Inc.
211 24 Cab ot Bou levard 
Hay ward, CA 945 45-113 0
(51 0) 576 -2404
Fax : 510- 576-24 34
Email: dsp ellmey er@sig naturebio.co m

Pas t Chair: J. Phillip Bowen
Com putational Chemistry Building
University of G eorgia
Ath ens, G A  306 02
(70 6) 542 -2054
Fax : (706 ) 542- 2673
Email: bow en@charon.ch em.uga.edu

Cha ir-Elect: William L. Jorg ensen
Yale Univ .
Dep t. of Chemis try
New  Haven , CT 0 6520

(20 3) 432 -6278
Fax : (203 )432-6 299 (f ax)
Email: william.jorgens en@yale.edu

Treasurer: Cur t Breneman
Dep artmen t of Chemistry
Ren sselaer Poly technic Univ ersity 
Cog swell Lab
110  8th S t
Tro y, NY
(51 8) 276 -2678
Fax :  (51 8) 276 -4045
Email: brenec@rp i.edu

Secretary :  Andrew  Holder
Univ. of Missou ri-Kan sas City
Dep t. of Chemis try
510 0 Rockhill Rd.
Kan sas City, MO  64110 
(81 6) 235 -2293
Fax : (816 ) 235- 6543
Email: holdera@u mkc.ed u

Cou ncilors:

Peter Gun d
Pharmacop eia In c.
101  College Road East
Princeton  NJ 08 540
(60 9) 452  3610
Fax : (609 ) 452 8442
Email: pgu nd@pharmacop .com

Peter C. Jur s
152  Dav ey Lab -Chemistry Dep artmen t
Pen n State Univ ersity 
University Park , PA 1 6802-6 30
(81 4) 865 -3739
Fax :  (81 4) 865 -3314
Email: pcj@psu.edu

Michelle Francl
Dep t. of Chemis try
Bry n Maw r College
101  N. Merion A venue
Bry n Maw r, PA  19010 
(61 0) 526 -5108
Fax : (610 ) 526- 5086
Email: mfr ancl@b rynmaw r.edu

Pro gram C hair: Ralph Wheeler
Pro gram V ice Ch air (1 998-20 00)
Dep artmen t of Chemistry & Biochem istry
University of O klahom a
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Nor man, O K  730 19
(40 5) 325 -3502
Fax : (405 ) 325- 6111
Email:  raw heeler @chemd ept.ch em.ou.edu

Vice Prog ram Ch air: Wen dy Cor nell
Nov artis Pharmaceuticals
556  Morris Ave.
Summit, NJ  07901
(90 8) 277 -7524
Fax : (908 ) 277- 4910
Email:
wen dy.cor nell@p harma.Novartis.com 

New sletter Edit or: Shawn Ken ner
Spo tfire, Inc.
212  Elm . St.

Som erville, MA 02144
(61 7) 702 -1522
shawn@spo tfire.com
Email: Shawn@spo tfire.com

Alt ernate Councilors: 

Tam ara Gun d
Chemical Engineering
New  Jersey Institute of Technolog y
323  Dr. Martin Luther  King Jr. Dr .
New ark, N J  071 02
(97 3) 596 -3669
Fax : (973 )596-8 436
Email: mailto:gu nd@adm in.njit.edu

Alex Tro psha

University of N orth Carolin a-Chap el Hill
Sch ool of  Pharm acyCB# 736 0  Beard Hall
Chapel Hill, NC 27549 
(91 9) 966 -2955
Fax : (919 ) 966- 6919
Email: tro psha@email.u nc.edu 

And rew Rus inko I II
Alcon Lab orator ies, I nc.
620 1 S. F reeway 
Ft. Worth , TX 7 6134
(81 7) 551 -8140
Email: And rew.Ru sinko@ AlconLabs.co m
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