I attended the meeting of the ACS "Task Force on a Journal in the 

Area of Molecular Modeling" held in Chicago on November 24, 1992.  

Other people in attendance at that meeting were: Bill Milne, Paul 

Gassman,  Charles Bertsch, Donald Truhlar, Peter Jurs, Jeff  Bla​

ney,  and Rudy Potenzone.  There are several points that need  to 

be  known concerning the events leading to that meeting  and  the 

recommendation that flowed from it.

1. In August 1991, the JCICS (Journal of Chemical Information and 

Computer Sciences) Editorial Advisory Board was asked if it  felt 

a  new  ACS journal on molecular modeling was  warranted.   Their 

response was "no," and they urged that JCICS solicit and  publish 

more papers in the subject.

     Thus,  the suggestion of a substantial influx of  papers  to 

JCICS  in  the molecular modeling area seems to  have  originated 

from  the  JCICS Editorial Board itself.  What  was  clearly  not 

foreseen  was  that  the ACS Society  Committee  on  Publications 

(SCOP)  might have in mind the displacement of chemical  informa​

tion papers and a major new direction for the journal  (including 

a title change and a new editor).  I believe it was Bill  Milne's 

intention  to  create a separate section of JCICS  for  molecular 

modeling  with its own associate editor.  It is  not  unthinkable 

that SCOP might have formed the opinion that JCICS is in need  of 

a  new  direction given the following paragraph in  a  letter  to 

Robert Marks (ACS) dated June 26, 1992:

"Currently, the number of chemical information papers in JCICS is 

declining  steadily while the number of  computational  chemistry 

papers is increasing.  This reflects real world trends.   Sophis​

ticated  information retrieval methods are routine in  chemistry; 

the  heyday  of their development was during  the  seventies  and 

eighties.   Now, computational chemistry is very active,  spurred 

on  by  the availability of cheap powerful computers  and  events 

such as the establishment of Internet."

2. At the August 22, 1992 meeting of the ACS Society Committee on 

Publications, SCOP voted to either start a new journal on molecu​

lar modeling or incorporate the subject into an existing journal.  

It was also at that meeting that SCOP voted to recommend the task 

force  on which I served.  One of the charges to the  task  force 

was  to  define  which opportunity is preferable -  start  a  new 

journal  or incorporate molecular modeling into an  existing  ACS 

journal.

     I learned of the existence of the task force and the  possi​

bility  of the demise of JCICS in October when SCOP Chairman  Ned 

Heindel  (now  the President-Elect of ACS) called to  ask  me  to 

serve on the task force.  Later that month I spoke to Bill  Milne 

about  the  threat to the journal and learned of Bill's  idea  to 

section the journal, creating a repository for molecular modeling 

papers.   I solicited opinions on the need for a new ACS  journal 

in  this  area  by sending a message on  CHMINF-L  (the  Chemical 

Information Sources Discussion List).  Fewer than five  responses 

were  received, all negative, and those were turned over to  Paul 

Gassman at the 11/24/92 Task Force meeting.

3.  It is my personal belief that there was not a great  deal  of 

opposition  at  the 11/24/92 Task Force meeting to  the  plan  to 

convert  JCICS to a molecular modeling journal.  (That is not  to 

say  that we all felt the shift in direction of the  journal  was 

needed nor does it imply that we thought that papers in  chemical 

information  science  would disappear overnight from  the  newly-

titled journal.)

     Given  calls from some influential members of  the  chemical 

information community to flood the ACS Books and Journals  Office 

and  the  ACS Society Committee on Publications with  letters  of 

protest,  I need to decide what course of action I, as  Chairman-

Elect  of the ACS Division of Chemical Information (CINF)  should 

take  (notwithstanding the fact that I was a Task Force  member).  

Therefore,  I  solicit your opinion and advice.  These  are  some 

factors which in my mind cloud the issues considerably:

THERE  IS  CONSIDERABLE DISDAIN AMONG INFLUENTIAL PEOPLE  IN  THE 

AMERICAN  CHEMICAL  SOCIETY FOR OPINIONS EXPRESSED BY  SOME  CINF 

MEMBERS.   REGRETTABLY, THIS SEEMS TO HAVE BECOME  A  GENERALIZED 

VIEW IN SOME QUARTERS.

THERE ARE CLEARLY DIFFERENCES OF INTEREST BETWEEN THE MEMBERS  OF 

THE CINF DIVISION OF ACS AND THOSE OF THE COMPUTERS IN  CHEMISTRY 

DIVISION (COMP).

     This  issue  will be decided in early December  by  the  ACS 

Society  Committee  on Publications.  We need to present  a  well 

thought-out,  unified stance to SCOP that will reflect the  long-

term  interests  of the chemical information  community  and  the 

chemists we serve.  I welcome your advice.
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