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SUPERCOMPUTATION IN CHEMISTRY AND CHEMICAL ENGINEERING
PRESENT TECHNOLOGY AND FUTURE TRENDS

TALLAHASSEE, FLORIDA FEBRUARY 23- 25 1987

sponsored by the Supercomputer Computations Research Institute
Florida State University

Organizing Committee:
Franklin B. Brown, Dept. of Chemistry, FSU;
Delos F. DeTar, Dept of Chemistry, FSU;
David Edelson, Dept. of Chemical Engineering, FAMU/FSU.

Topics and Invited Speakers (partial list): Contributed Poster

Molecular Mechanics:and Dynamics Sessions

Ronald M Levy, Rutgers Informal Conferences
Ab Initio Calculations

Donald G. Truhlar, Minnesota Reception, Sunday Feb 22
Simulation of Large Scale Systems

Elaine Oran, NRL Conference Dinner and
Advanced in Supercomputation Excursion

Since 1985, FSU has operated a CYBER 205 Supercomputer on a
national and international network.
" The first ETA' is scheduled to be installed in 1987.

PLACE: Tallahassee, the capital city of Florida, is situated

in the Big Bend area of North Florida and its municipal airport
is served by Eastern and Delta airlines, as well as a number of
smaller carriers. All sessions will be held at the Florida State
Conference Center, located on the campus of Florida State Univer-
sity.

FEES: Conference Registration will be $170 per person, includ-
ing reception, continental breakfasts 3 days, lunches 2 days,
coffee breaks, excursion and conference dinner at Wakulla Springs
Lodge.

HOUSING: A block of rooms has been reserved at the Tallahassee
Hilton Hotel, 101 Scuth Adams St., PO Box 1569, Tallahasse, FL
32303; (904)224-5000, at a conference rate of $49 single or
double. Participants should make their own reservations direct-
ly with the hotel. Mention Supercomputation in Chemistry to
obtain the conference rate.

CONTRIBUTED PAPERS: Submit a 200-word camera-ready abstract, on
81/2x11 paper, to DeLos F. DeTar, Department of Chemistry, Florida
State University, Tallahassee, FL 32306-3006, (904)644-3810,by
January 15.




INTERNATIONAL CONFERENCE ON JAPANESE - INFORMATION

IN SCIENCE, TECHNOLOGY AND COMMERCE

UNIVERSITY OF WARWICK, UK SEPTEMBER 1-4, 1987

Held by The British Library Japanese Information Service
The University of Warwick Japanese Business Policy Unit

With the support of the
United States National Technical Information Service (NTIS)
(and other sponsors to be announced)

The aims of the conference are:
- To exchange experience and to review existing information
and problems in accessing it, as well as existing solutions.
- To identify trends, and, ‘with an eye to the future,
identify the chief outstanding problems and possible
solutions, with emphasis on international cooperation.
The final session will seek to pinpoint what action is required
and how it can be implemented.

This Conference is a unique opportunity for everyone interested
in the problems of access to Japanese science and technology.

BACKGROUND TO THE CONFERENCE
Ever since the 1983 US Congressional hearings there has been a
surge of interest in Japanese information, which initiatives such
as the EEC Japinfo project to access grey literature, and a
plethora of courses and ‘seminars on all aspects of Japanese
information. Almost every month sees the launch of another news-
letter. Several Japanese online databases are now available
in the ‘West, some translated into ‘English, but there are still
some valuable ones inaccessible outside Japan.

The sheer complexity and overwhelming importance of Japanese
information today is the reason for -the Conference.

CONFERENCE PAPERS
In their written form, papers can be any length up to approximately
six thousand words.

On the other hand, in their spoken form, at the Conference,
we are anxious to keep them unusually short - we have found that
limiting talks to 15 minutes maximum is much appreciated by the
audience, -and holds their attention much better than a longer
talk ever can. Separate handourts to supplement the printed
paper can be very helpful. It is not necessary to repeat in the
talk all the detail of the written paper or handouts.

If you would like to submit a paper, please write to:

The British Library
Japanese Information Service
25 Southampton Buildings
London WC2A 1Aw U.K.

as soon as possible, and by 5 February 1987 at the latest,

giving details of the proposed paper, including title and
abstract of at least 100 words.



'If your abstract is accepted you 'will be asked to: submit
a complete typescript by 15 April 1987 for refereeing. Accepted
papers will be published in the Conference Proceedings.

EIGHTH INTERNATIONAL CONFERENCE
QF COMPUTER ON ,
CHEMICAL RESEARCH AND EDUCATION (VIIItH ICCRE'37)
JuNe 15-20, 1987

Wihl CCRE Bls 5B MRy oA TEm
PLENARY LECTURES AND TOPICS

"BEIJING, CHINA

Dr.W.Bremser G From Spectroscopic’Data Bases to
: Artificial Intelligence
Prof.R.Dessy USA Intelligent Instruments and ‘Laboratory
. Automation : AN
Dr.R.Feldmann UsA Computer Graphics for Chemlstry
Prof.D.Garfinkel USA Expert Systems in Chemistry and Model-
ing of Chemistry Systems
Prof.N.B.Gray Aus Artificial Intelligence in Chemistry
Dr.T.Isenhour Usa Robotics and Laboratory Automation
Prof.G.Kateman H Sampling Strategles in Analytical
E Chemistry
Prof.V.A.Roptyug USSR Computers in Chemistry in USSR
‘Prof.D.L.Massart B Advances in Chemometries
Prof.J.W.Moore Usa Computers and the Chemistry. Curriculum
Prof.E.Osawa J Merits of High Preeision Calculation
of Molecular Propertles in Chemical
Research
Prof.A.Panaye F Structural Representation and Retrlenval
‘ of Generic Reactlons
Prof.D.Petkovski YOG. The Role of Computers in Simulation,
Control and Optimization™
Dr.R.Potenzone = USA  Computer Aided Polymer Design
Prof.Y.Takahashi J A Strategy for Computer Aided Molecular
Design in TUTORS )
Dr.P.Willet E Use of Cluster Analysis Methods in
Chemical Information Systems
Prof.T.Wipke USA Commercial Software and Computer
Applications in Chemistry
Prof.¥Y.C.Tang CN The Computer Chemistry in Chinese
Universities )
Prof.Z.H.Xu CN Engineering Chemistry Data Base
Prof.Y.Z.Hui CN Intelligence System for Infra- red
_ Spectrum Analysis '
Prof. Y.S.Jiang CN to be determined



FOCUSED DISCUSSIONS AND KEY-NOTE SPEAKERS

For some fast-growing sub-fields, focused discussion
sessions will encourage attendants to interact with people from
different disciplines and to exchange ideas. Each session, devot-
ed to a specific subject, will have talks by key-note speakers
.and related poster discussions. The suggested subjects are:

A. Advances in Cnewometrics
-- Prof.N.Y.Chen, Prof.P.Jurs, Prof.B.R.Kowalski

B. Advances in Computer-aided Process Design
-- Prof.L.T.Biegler, Dr.T.Umeda

C. Applications of Personal Computers and Scientific Work-
stations in Laboratory
== Prof.X.Y.Liang, Dr.S.Lowry, Dr.E.Ziegler

D. Computer Aided Synthesis Design
-~-Dr.J.Gasteiger, Prof.P.Johnson

E. Computer-enhanced Spectroscopies
" ==Prof.T.Clere, Dr.J.Zupan

F. Expert System in Chemistry
-- Prof.H.Gelernter, Prof.M.Marsili

G. Molecular Design of Drugs and Compounds with Desired Properties
-- . Prof.G.Marshall, Dr.E.Meyer, Prof.S.Sasaki

H. Numerial Data Aquisition, Evaluation, Dissemination and
Retrieval System '
~= Prof.T.E.Daubexrt, Prof.P.A.de Maine, Dr.S.Heller

I. Represéntation and Retrieving of Chemical Structures: Generic
Chemicals and Common Data Structures
-- Dr.W.T.Donner, Prof.J.E.Duboig§, Prof.M.F.Lynch

It will be possible for poster authors to talk to the audience
the background and main results of their work on the focused
discussion session with relevant subject. Addition of new
subjects may also be possible. ,

ik Prof. C.Z.Zheng

Shanghai Institute of Organic Chemistry,
345 Lingling Road, Shanghai, China

15T INTERNATIONAL WORKSHOP ON DATA BANKS IN OCCUPATIONAL HEALTH
VILLA PONTI, VARESE, ITALY ocToBER 30/31, 1986

Organized by : International Commission on Occupational Health
Commission of the European Communities
Joint Research Centre
Ispra Establishment
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Hippurates, 4.Carotti, C.Raguseo, and C.Hansch, p.l45

Effects of Structure on l-Octanol/Water Partitioning Behavior
of Aliphatic Amines and Ammonium Ions, (. Takayama, M. Akamatsu,
and T. Fujita, p.l49

Synthesis and Quantitative Structure-Activity Relationship(
QSAR) Analysis of Some Novel Yanthine Oxidase Inhibitors: 6-(
para-substituted phenyl)-pteridine-4-ones, H.S.D.Naeff, H.C.van
der Plas, J. Tramper, and F. Muller, p.l66

QSAR for Cholinesterase Inhibition by Organophosphorus Esters
and. CNDO/2 Calculations for Organophosphorus Ester Hydrolysis,
H.Johnson, R.A.Kenley, C. Rynard, and M.A.Golub, p.172



1986%F BoE1S REBEH. EFH. R
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L.B.Kier, p.l

Distinguishing Atom leferences in .a Molecular Graph Shape Index,
L.B.Kier, p.7

Physical Factors Contributing to Hydrophobic Constant 7, G.Yang,
E.J.Lien, and Z. Guo, p.l2

A Comparison of some Measures for the Determination of Inter-
Molecular Structural Similarity--Measures of Inter-Molecular
Structural Similarity, P.Willett and V. Winterman, p.l8

1986%F BOELE EHEH. EEH. R
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JOURNAL OF COMPUTER-AIDED MOLECULAR DESIGN RTioHHIO¥

- Papers Invited

Authors are invited to consider the Journal of Computer-Aided
Molecular Design as their next medium for publication. The first
issue is April 1987. Full instructions to authors are provided
in this brochure.

Aims and Scope
The Journal of Computer—Alded Molecular Design has been establish-
ed to provide a forum for disseminating information on both the
theory and the application of computer-based methods in the analysis
and design of molecules. It is intended that the journal should
become a premier source for reporting computer simulations in
chemistry, physics and biology. The scope of the journal en-
compasses papers which report new and orlglnal research and
applications in the following areas:

theoretical chemistry

computational chemistry

computer and molecular graphics

molecular modeling

protein. engineering

drug design

expert systems

general structure-property relationships

molecular dynamics

chemical database development and usage

Contribution on computer-aided molecular modeling studies in polymer
materials and surface sciences as well as other molecular based
disciplines, are particularly welcome to complement contributions
from the pharmaceutical sciences. It is intended that the Journal
of Computer-Aided Molecular Design will communicate original re-
search and applications in the use of computers in the analysis

and design of molecular structure. Authors reporting the results
of applications are encouraged to include predictions ‘of structures
and/or properties which can be computationally verified and
experimentally tested. Submissions about new methods and/or
theoretical formalisms should include dlSCuSSlon of the need for,
and utility of, such approaches.

Perspectives

The Journal of Computer-Aided Molecular Design will include a
feature section entitled Perspectives, where experts will be invit-
ed to comment on developments in various aspects of the fields
covered by the scope of the journal.

Perspectives topics and review subjects currently under consider-
ation by the Editors-in Chief are:

Molecular dynamics - Cosmic force fields and electrostatic inter-
action - Dielectric issue - Surface tension - Expert systems -
Conformation of sulfur - Protein modeling - Hardware development




- Protein folding - Zeolites - Force fields - Agonists vs.
antagonists - Array processors - Graphics hardware - QSAR: new
perspectives - Connectivity 1nd1ces - Proteln englneerlng - New
software

Color

The use of color is encouraged, partlcularly for the reproduct-
ion of computer graphics displays. . A minimum charge is levied
on authors from commercial organizations but which may be reduc-
ed for those in academic institutions.

Subscription Information

The subscription price for 1987, Volume 1(4 issues) is :
Df1.325. 00/US$141.50 plus Df. 24 00/US$10.50 for postage and
handling.

INSTRUCTIONS TO AUTHORS

A broad spectrum of papers dealing with all aspects of computer-
aided molecular design is welcomed. Full-length papers, short
communications, perspectives and review articles are accepted.
Only unpublished contributions, not under consideration else-
where, are accepted.

The manuscript (original plus three copies) should be submitted
to the appropriate Editor-in- Chief:

For the Americas and Australia:
Prof. G.R.Marshall,

Department of Pharmacology
Washington University

School of Medicine

St. Louis, Missouri 63110

USA Tel: (314)362-2516

For the UK:

Dr. J.G.Vinter

Smith Kline & French
Research Limited

The Frythe

Welwyn, Herts AL6 9AR
UK Tel:(07073)25111

For Continental Europe, the Middle East and Africa:
Prof. H-D.HG1ltje

Department of Pharmacy

Free University of Berlin

D-1000 Berlin 33

W. Germany Tel:(930)83 83 274/5
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A steering committee for the 1988 conference was appointed--Ken
Lipkowitz (IUPUI), Jochn McKelvey (Eastman Kodak Company) , Leland
Allen (Princeton University) and N. L. Allinger (University of
Georgia). The purpose of the steering committee is to advise
and assist the co-chairmen and to provide guidance on the mission
of the conference. In future, the immediate past co-chairmen
will serve on this committee.: Suggestions for speakers and
topics for the next conference may be sent either to members

of the committee or to the co-chairmen.

(QCPE - Bulletink 1)
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1987 AMERICAN CONFERENCE ON THEORETICAL CHEMISTRY

This is a second reminder that the 1987 conference will take
place July 26-31, 1987, at Gull Lake, Minnesota.
Additional information may be obtained from:

Prof. Donald G. Truhlar
Department of Chemistry
University of Minnesota

207 Pleasant Street, S.E.
Minneapolis, Minnesota 55455




1987 QCPE WORKSHOP
on
SEMI-EMPIRICAL AND AB INITIO TECHNIQUES

June 21-26, 1987

San Diego Supercomputer Center
La Jolla, California

A New éggroach—?Fof the first time, we are offering a combination
of what had previously been two separate QCPE Workshops. We are
giving the Semi-Empirical and Ab Initio Workshops during this
single week.

As with past Workshops, our purpose is two-fold. The participant

will be provided with a cleaﬁ presentatién of the nature and qual-
ity of the techniques and/or approximations being considered.

The methods of attack which can be used for computational problems
will be discussed; and special emphasis will be placed on the in-

terpretation of results. ' '

Each participant will be able to develop some facility in using
all of the basic techniques being featured and will receive indi-

vidual assistance during the computational laboratory sessions.

We shall adhere to our previous policy of providing each partici-
pant with source copies of each system with which he works.

Workshop Format--We shall be repeating the "Gordon Conference"
format that proved so successful at the 1986 Workshop. There

will be lectures in the morning. ‘Afternoons will be free, with
one exception: Monday, June 22, during which there will be ‘an

additional lecture after lunch. This is necessary in order to

accommodate the additional material we are including and to per-
mit a thorough introduction to SDSC and the computing environ-
ment in which pérticipants will be working. (SDSC offers a

CRAY 1-XMP/48 operating under CTSS (Cray Time Sharing System).)

Computational work will take place in the evening.



Social Evening--Preceding the actual Workshop, there will be a

social evening on Sunday, June 2l. Details of this event will

be sent out with Workshop registration materials.

Cost--The Workshop tuition will be $625;00 per person. Each

participant will be responsible for his own housing and meals.

The following refund policy will be in effect. For any request

for a refund made up to May 15, 1987, a 10% charge ($62.50) will

be assessed. After this date, no refunds can be made, but the
“substitution of one .individual for another will élway be permitted.

Housing--Arrangements for a block of rooms have been made with the
Torrey Pines Inn which is adjacent to the Torrey Pines golf course
and is located on the Pacific Ocean. Rates are nominal, and ade-

guate food service is available.

Administrative Details--Because of limited facilities, we are

holding attendance at this Workshop to twenty-five individuals.
We will fill the available slots on a first-come, first-served
basis. Those applications which are accompanied by advance tui-
tion payment will be given priority. A prompt notification of
acceptance will be sent out on or before March 1, 1987.

Tuition checks should be made payable to the Quantum Chemistry

Program Exchange.
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1987 WORKSHOP CURRICULUM

This Workshop will focus on the computational chemistry tech-
niques most widely used today.

Presentations on and calculations using the following systems .
will be made:

1. Extended Hueckel Theory

2.  MOPAC/AMPAC (Modified Neglect of
Differential Overlap)

3. Molecular Mechanics
4. Gaussian-Based Ab Ihitio Systems

QCPE WORKSHOP FACULTY

N. L. Allinger--Department of Chemistry, The University of
‘Georgia, Athens, Georgia

Richard Hilderbrandt--San Diego Supercomputer Center, La Jolla, CA

John McKelvey--Eastman Kodak Company, Rochester New York

Sid Topiol--Berlex Laboratories, Cedar‘Knolls, New Jersey
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DIVISION OF CHEMICAL INFORMATION

Symp051um on End User s Reflections on End User .Searching

Introductory Remarks.

1. On-line Information Retrieval at a Specialty Chemical Company,
R.E.Kass

2. Let your Fingers Do the Searcing--End Users at‘Cyanamid, R.J.
Manfre . .

End User Limit? - Applications-Oriented Databases, J.KX. Borchardt

Frontiers of Technology with a PC and an Information Spec1al—
ist, A.R.Zigman B

5. Information Searching by the Academic Scientist, 4.5.Kende
6. Information Retrieval by the Lone Consultant,‘E.M.Beavérs
Symposium '‘on Data/Information Resource Management (DRM/ IRM)
Introductory Remarks.

7. Information Resources Management Challenge and Opportunity,
G.Levin

8. Env1ronmental Data Resource Management, M E. Courazn

9. Information Resource Management in Industry and 1ts Implicat-
ions to Research and Development Organizations, F.H. Bishop

10. Data Management in a Large Organization, D.C.Wigley.

11. Dealing with the Information Explosion at General Foods, D.
Rothkopt

12. Managing the Data Resource, 4. Rigby

13. Some Observations on Chemical Information Activities and In-
struction in the People's Republic of China, 0.B.Ramsay

14. Structure Registration and Retrieval 1n Bellsteln Online
System, C.Jochum, S.M.Welford

15. Applying Expert:Systems to Environmental -Problems, J.M.Hushon

16. Envirotrends: The Subject and people in the Field of Environ-
mental Sciences, S.S5.Miller

Microcomputer Information Handling Software Demonstration

17. Software Demonstration: Microcomputer Information Handling,
Ji«L.Cahpman ' ‘ B o

Symposium on Small Computer Systems--Software for Chemists--I

Introductory Remarks.



1° Improving the Quality of Techhical‘Publications, E. Byér

19. Improving Technical Writing with the Unix Writer's Workbench
Software, C.R.Smith, K.E.Kiefer

20. Desktop Technical Manuscript Preparation for Sc1ent1f1c ert_
ers, R.A. Love, c. K Gerson

21. Approaches to Chemical Text Processing, R.S.Hong

22. Chemical Structure Managingement -Software: = A Comparison of
Microcomputer-Based Programs, D.E.Meyer

23. Text Management Software for Chemists, (.C.Mundy

24. A Comparative Investigation of PC-Based Text Retrleval Software,
J.L.Chapman

25. Seraphim: A Software Clearinghouse for Chemists, J.W.Moore,
E.A.Moore

26. Computers Aid Learning--for Chemists as Well as Students, X.M.
Chapman ‘

27. Local Area Networks with Laboratory Information Management
Systems, R. Megargle

28. LIMS: What are the Choices?, G.A4. Gibbon
29. An Expert System for Choosing Appropriate Experimental De31gns,
S.N.Deming

DIVISION OF COMPUTERS IN CHEMISTRY

1. Fourier Encoded Templates for an Optic RAM Proximity Computer
Lab Robot Eye; W.E.Pettit, M.A.Smith .

2. Informatlon Flow in the Automated Laboratory, B. C Schaeffer,
F.L.Tobin :

3. Computer Animation of an Atom-Molecule Chemical Reaction, C.L.
Duncan, L.D.Foust, H.D.Kutz

4. MMIO: A PC-Based Front End for Molecular Modeling, K.E.Gilbert,
J.J.Gajewski

5. A Complete Algorithm for the Computer-Assisted Modeling of the
Active Receptor Site, A.K.Ghose, G.M.Crippen

6. QSAR Chemical Assessment System--A Status Report R.H.Hunter,
F.D.Culver, J.R.Hil III, A. Fitagerald

7. Evaluatlng Published Data on Selenium - in Food Using ah Expert
System, S.E.Heller, D.Bigwood, A Schubert, W.R.Wolf, J.M.
Holden, G.R.Beecher i ‘

8. Development and Operation of an Electronic Coal Properties
Database with Real-Time Plotting.and .Cartographic Capability,
W.C.Peters, R.R.DeSantis, T.C. Ruppel

9. Use of Computers for Studylng Galenic Forms Able to Control the
Drug Delivery, J.L.Taverdet, J.Bouzon, J.Rollet, J.M. Vergnaud

Division of Computers in Chemistry Award Honoring W.T. Wipke:
Recent Computer Applications of Symbollc Methods in Structural
Studles

Introductory Remarks.

10. Application of Artificial Intelligence to- Modellng of Drugs,
Enzymes, and Receptors, M.N.Liebman




11. Assignment of Protein ThreefDimentiona] structure, R.M.Abarbanel
7.E.Cohen, I.D.Kuntsz

12. Symbolic Reasoning in Conformation Analysis, D.P.Dolata, C.K.
Prout

13. Award Address (ACS Award in Computers in Chemistry sponsored

by Digital Equipment Corp.) . Analogy and Intelligence in Model
Building (AIMB), W.T.Wipke, M.A.Hahn

Computer-Assisted Analysis of Motion in Larger Molecules‘

Introductory Remarks
14. Capsid Dynamics of the Rhinovirus, B.M.Pettit, W.F.Lau

15. Multiple Conformational States of Proteins: A Molecular
Dynamics Analysis, R. Eibér, M. Karplus

16. Applications of Molecular Dynamics for Conformational Exporat-
ion, B.R.Brooks

17. Molecular Dynamics Simulation of a Myoglobin-Xenon Complex,R.F.
r7ilton, C.Singh, P.A.Kollman, I.D.Kuntz

18. Design and Synthesis of Inhibitors of Aspartic Proteinases
Based on X-Ray Crystal Structures, D.H.Rich

19. Protein~Ligand Docking Simulations, J.M.Blaney

20. Drﬁg Design via Receptor Docking,J.S.Dixon, R.Desjarlais, I.D.
Kuntz, RE. Sheridan

BdFs& DIVISION OF PHYSICAL CHEMISTRY

Symposium on Chemistry on Minisupercomputers and Supercomputers
cosponsored with Division of Computers in Chemistry

1. Molecular Dynamics of Diffusion in Fluids of Rod-Like Particles,
H.T.Dgvis, J.J.Magda, M.V.Tirrell

2. Molecular Dynamics with Nonadditive Interactions, F.Stillinger

3. Supercomputer Simulations of Heterogeneous Kinetics: Low-
Dimensional Bimolecular Reactions, R.Kopelman, L.W.Anacker

4. Simulations of Chemical Dynamics in Condensed Media, D.
Chandler

5. Materials-by-Design, R.Eades, E.W.Broach, J.d.Low, T.L.Barr,
J.W.Frazer, H.J.Robota

6. Molecular Dynamics of Chemical Reactions in Solution, K.R.Wilson

7. Simulation of Chemical Reaction Dynamics in Liquids, B.J.:
Berne .

L@%s% DIVISION OF INDUSTRIAL AND ENGINEERING CHEMISTRY

Symposium on Robotics in the Industrial Laboratory cosponsored with
Division of Computers in Chemistry

1. Present and Future promise of Laboratory Robotics, G.D.Owens,
R.J.Eckstein ‘

2. Why Implement Robotics--A Manager's Perspective, F.E.Gainer

3. Laboratory Robotics, Making Them Work: Or the Crate is Here,
Now What Do I Do?, J.B.Cross ‘ ‘

4. Reality of Robot Applications in Environmental and Industrial
Laboratories, M.Markelov, M.F.Antlogd, B.R.SeitZ, J.L.Buteyn
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Expert Systems and the Leading Edge in Productlon Planning and Control
10-13 May, 1987
Onmi Hotel at Charleston Place, Charlestone, South Carolina

Ms. Libby Shrépshier, Conference Manager

Institute of Information Management

College of Business Administration

University of South Carolina

Columbia, SC 29208, U.S.A.

Expert Systems and their Applications
13-15 May, 1987: Avignon, France
Jean-Claude Rault
Agence de 1'Informatique
Tour Flat Cedex 16
92084 Paris-La Defense, France

First Pacific Conference New Information Technology

For Library & Information Professionals

16-18 June 1987: Hyatt Central Park, Bangkok

: Dr. Ching-chih Chen ‘ :
c/o Pacific Conference on New Information Technology
1400 Commonwealth Avenue
West Newton, MA 02165, U.S.A.

¢

IEEE First Annual International Conference on Neural Networks
21-24 June 1987: San Diego, California
‘ Nomi. Feldman, Conference Coordinator

3770 Tansy Street

San Diego, CA 92121, U.S.A.

8th National Educational Computing Conference (NECC'87) .
24-26 June, 1987: Phlladelphla Pennsylvania
Laurie Schteir
Department of Computer and Info. Sc1ences
Computer Activities Building
Temple University
Philadelphia, PA 19122, U. -S.A.




Second International Conference on Appllcatlons of Artificial .
Intlligence in Engineering - :
4-7 August 1987: Boston Massachusetts
. R. Adey
Computational Mechanics, Inc.,
Suite 6200, 400 West Cummings Park,
Woburn, MA 01801, U.S.A.

1987 IEEE Region 10 Conference "Computers and Communication"
26-28 Aug. 1987: Sheraton Walker Hill Hotel Seoul, Korea
Prof. C. K. Un v .
Department of Electrical Engineering
Korea Advanced Institute of Science & Technology .
P.0. Box 150 Chongyangni, Seoul 131, Korea

Thirteenth International Conference on Very Large Data Bases
1-4 September 1987: Brighton, England

Miss Christine Edginton, Conference Manager

The British Computer Society

13 Mansfield Street, London WiM OBP

Fifth International Symposium "Data Analysis and Informatics"
29 Sept.-2 Oct. 1987 Versailles.

Service des Relations Exterieures

Bureau des Colloques

Domaine de Voluceau-B.P. 105

78153 Le Chesnay, Cedex-France

1987 PITTSBURGH CONFERENCE & EXPOSITION ON AN/—\LYTICAL CHEMISTRY
& APPLIED SPECTROSCOPY

ATLANTIC CITY, N.J. ' ' MARCH 9-12, 1987
COMPUTER-AIDED MICROSCOPY AND ANALYSIS

Microbean Analysis: Hlstorlcal Development of Comp051tlonal Mapp-
ing Techniques, D.E.Newbury ‘ v

Quantitative Compositional Mapping by Electron Probe Microanalysis
with Digital Imaging, R.L.Myklebust

Compositional Mapping in Secondary Ion Mass Spectroscopy with
Direct Digitization Using the Resistive Anode Encoder, D.A.Reed

New Electron Microscopy: Imaglng the Chemlstry of Nature, C.E.
Flori

Nanometer Ion Imaging, M. Z’Bernius; Y.C. Zing,‘G’H Morrison

Advanced Image Processing Techniques for Computer-Alded Microscopy,
D.Bright



CHEMOMETRICS IN .THE COMPUTER INTEGRATED LABORATORY

Self- Optllelng Instruments and Data Compre351on, R.E.Dessy, J.
Currie, F. Ishthara

Automated Method Selection, D.L. Mdssart

A Chemometric Tool -for Computer-Aided Decision Making in Analytical
Laboratory Management B. Vandegtnste

Chemical measurement and Data Reductlon from a Systems Analy51s
Prespective, S.D.B rown

JOURJAL OF “IOLECULAR G?APHICS

19862 %4755215(6)%) " %ﬁ)’c%ﬁE\ %% a

Dynamics of orlentatlonally dlsordered crystals, M T Dove,bD.,
Fincham and R E Hubbard p-79 ‘

Interactlve program for v1suallzatlon and modelllng of proteins,
nucleic acids and small molecules, H F Dayringer, A Tramontano,
§ R Sprang and R J Fletterick, p.82

on the graphical display of molecular electrostatlc force-fields
and gradlents of the electron den51ty, G D Purvzs and C Cquerson,
p.88- - -

Plotter protein surfaces, ML Connolly, p.93

Interactive-map projection algorithm for illustrating protein
surfaces, D J Barlow and.Jd M Thornton, pP.97

Display algorlthm for space=- fllllng ‘molecular models using ‘a video
array processor, P Schultze and K Wuthrich, 'p.108

Computational conformational - analy51s of cyclohexaglylcyl DN J
White and D'H Kztson, p.l12

Theoretlcal analy51s of membrane molecular organlzatlon, ‘R
Brasseur, p.ll17 '

-Algorithm for rlbbon models of protelns, M Carson and C E Bugg,
p-121 '

The Cambridge Structural Database in molecular graphlcs- techniques
for the rapid 1dent1flcatlon of conformatlonal mlnlma, R Taylor,
p.123.

19865 B4x3%5 (3H) wWXEH. EH. H

Comprehensive molecular modelllng system, D N J White and J E
Pearson, p.l34

Holographic superposition of molecular models, U R Joss and H
Spahni, p.l43




Computer graphics applications . of electron deformation densities
and electrostatic potentials in coordlnatlon chemlstry, J Weber
and M Roch, p.l45

Polyhedral approximation approach to molecular orbltal graphics,
A Koide,. A Doi and X Kajioka, p-149

Multiangular method for analysing molecular geometry from nuclear
Overhauser effect results, # Nakamura and S Yokoyama, p.l61l

In-House chemical database at Imperial Chemical Industries, G ¥
Adamson, J M Bird, G Palmer and ¥ A Warr, p.l1l65

Current trends in computing: hardware, software and nuclear
magnetic resonance research, G C Lewvy, p.1l70

Abstracts from the joint meeting. of the Group- Graphlcue Moleculalre
and the Molecular Graphics. Soc1ety, Part I, p.l78

19864 BAxLES (12A) %ﬁ)‘CﬁE\ %%\ R

Assigning the 625m'and other high frequency Raman bands of the Z,
form of DNA using a normal modes analysis and computer graphics,
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MATH/CHEM/COMP—1987
DUBROVNIK, YUGOSLAVIA . ‘ ‘ 22-26 JUNE, 1987

The meeting is a gathering that is oriented foWards longitudinal study of a
modest number of topics in an informal atmosphere. Sponsored jointly by the
University of Zagreb and Florida State University, the conference is organized in
two parts: The post-graduate course is designed to introduce scientifically mature
students and established researchers to various specialized bodies of knowledge;
the research conference offers a forum for the. exchange of knowledge among expxerts
in the field. Registration fee is only $10. The conference proceedings will be
published by Elsevier Science Publishers, Amsterdam. For registration and other
information contact

Prof. A, Graovac

- Rugjer Boskovic Institute

P.0. Box 1016

41001 ZAGREB, Yugoslavia

ELEVENTH BRITISH COMBINATORICAL CONFERENCE

UNIVERSITY OF LONDON :
GOLDSMITHS’ COLLEGE : . 13-17 JULY, 1987

The conference is organized jointly by the British Combinatorial Committee and
the Department of Mathematical Sciences, University of London Goldsmiths’ College.
Invited lecture by P, Erdos, A. Barlotti, P. J. Cameron, V. Chvatal, P. Frankl, E.
C. Milner, V. Rodl; A. ‘Thomason and P. Winkler will be published in advance by
Cambridge University Press in the L. M. S. Lecture Note Series. For information
contact ' , ‘ /

Mrs. C. Whitehead

Dept. of Mathematical Sciences University of London

GOLDSMITHS' COLLEGE

London SE14 6 NW

England



Journal of Computational Chemistry

Volume 8 Numberl January/February 1987

Recursion Formulae for Calculation of Overlap Integrals
N.C.Dattaand B.Sen , p.1l

The Role of d Functions in AB-INITI(O Calculations. II. The Deformatlon
Densities of SOg, NOs, and Their Ions
D. W. J. Cruickshank and M. Eisenstein , P.6

Molecular Modeling of Polymers: I. Correct and,‘Evfficient Enumeration of
Intrachain Conformational Energetics ;
B.J.Orchard, S. K. Tripathy, R. A. Pearlstein, and A.J. Hopfinger , p.28

Recent Advances in Multireference Second Order Perturbation CI: The CIPSI
Method Revisited
R. Cimiraglia and M. Persico + P 39

On The Importance of Size- Consxstency Corrections in Semiempirical
MNDOC Calculations
D. Cremerand W. Thiel . P-48

Ab Initio Studies on Van Der Waals Molecules. A Comparative Study w1th
Several Basis Sets of the C2v HeLi2 System
M. Matias, L. M. Tel, and J. J. Novoa p-51

Hydration Structures and Energetics ot Phospholipid
K.S.Kimand E. Clementi , p-57

Theoretical Study of Water-Pyridine Complexes Using Intermolecular
Potentials
M. Genest + P67

Polarization Counterpoise Corrections to Correlated Hydrogen Bond:
Interaction Energies :
S. K. Loushin and C. E. Dykstra , p-.81

Ab Initio Calculations on the Effect of Polanzatmn Functxons on Dlsxloxane
S. Grzgoras and T.H.Lane , p.8 4

Volume 8 Number2 March 1987

Optimized Method for the Evaluation of the Convolutionally Distorted Decay
Curves _
J. Szdke » P-95

Combination of MOMM and VEH Methods to Calculate Electromc
Properties of Polymers
L. A. Burke, J. Kao, and A. C. Lilly, Jr. + P+107

Reliable Gaussian Basis Sets for Closed-Shell Atoms
E. Radzio and J. Andzelm p.117




The Elhpsmd Algonthm asa Method for the Determnatxon of Polypeptide
Conformations from Experimental Distance Constraints and Energy
Minimization
M. Billeter, T. F. Havel, and K. Wathrich  p.132

Comparison of the Use of the MNDO and MINDO/3 Methods with Ab Initio
Methods to Study Tautomerism in Histamine, 2- and 4-Methylhistamine
S. Topiol , p.142

Quantum Mechanical Modeling of a Transannular Interaction in a Bicyclic
Amidinium Jon
W. D. Edwards and G. R. Weisman + P.149

Theoretical Study on the Mechanism of the Thermal Decarboxylation of

Acrylic and Benzoic Acids. Models for Aqueous Solution
P. Ruelle , p.158 '

An Algorithm for Construction of thé Molecular Distance Matriz
" W.R.Muller, K. Szymanski, J. V. Knop, end N. Trinajsti¢ , p.L170

Molecular Mechanics and the Deformation of Macromolecules: '[he Use of a
Very Short Cutoff Combined with a Quadratic Approxmnatlon
H.R. Karfunkel , p.174

Volume 8 Number 3 April/May 1987

Enumeration and Classification of Benzenoid Hydrocarbons
J. Brunvoll, S.J. Cyvin, and B. N. Cyvin , p.189

Electronic Structure of Clusters Modeling Silica
J.P. Lopez, C. Y. Yang, and C. R Helms , p.198

Small Imines and Oxzimes as Model Compounds in the Optlmlzatmn of a
Consistent Force Field Potential Energy Function
C.J. M. Huige, A. M. F. Hezemans, and K. Rasmussen , P.204

Model Potentials for Molecular Calculations. I. The sd-MP Set for Transition
- Metal Atoms Sc through Hg .
Y. Sakai, E. Miyoshi, M. Klobukowski, and S. Huzinaga  P- 22 6

Model Potentxals for Molecular Calculatlons II The spd MP Set for
Transition Metal Atoms S¢ through Hg
Y. Sakai, E. Miyoshi, M. Klobukowski, and S. Huzinaga , p.256

The Through-Space, Transmission.of 77Se—77Se Coupling Constants
R. H. Contreras, H. O. Gavarini,and M. A. Natiello | 1 265

Interaction Energy Studies of 8-Azapurine during Transcription
N K Sanyal R. P. Ojha, and M. Roychaudhury ; P.272
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Computer Series, 67: Bits and Pieces, 27, p.70 - edited by John W. Moore

A Computer Interfacxng Course Using the Commodore 64, Bright Lowry and Howard
Thomas

Growth and Decay: A Computer Program for Radioactive Equilibrium, Daniel M.Doumey
and E.P.Quarantillo, 11T '

Analysis of Near-IR Spectrum of HC1 Molecule Using Apple II, M, Armanzous, M.
Shoja

Formulatlon of Mathematical Expre551ons to Avoid Inaccurac1es in Computatlon,
Shyam S. Shukla and Alka Shukla®

Analog Signals for D1g1t1zat10n from Spectrophotometers with Special Emphasis on
a Cary 14, Donald E. Jones

Conductivity Titrations--& Microcomputer Approach, David K. Hbldsworth

Balancing Chemical Equations with a Commodore 64, William Loercher

Computer Series, 68:

A Different kind of Language: Prolog, Programming in Logic, D. Cabrol, and T.P.
Forrest, P.131

Computer Series, 69:

Quality Control: Another Step in the Maturation of Computer Use, Jphn W, Moore
and Elizabeth A. Moove, P.248 '

Computer Series, 70: Bits and Pieces, 28, p.321 : edited by John W. Moore
Visichem, G.L.Breneman ,

VisiCalgrgn the General Chemistry Laboratory, Sami 1. Ibrahim

Event-Driven Data Acquisition: Using ADALAB with an Accuiab Infrared

Spectrometer, George C. Lisensky and Bryan A. Mehlhaff

Microcomputer-Controlled Cyclic Voltammetry, Robzn J. Ontko Raymond N, Russel,

and Paul J.Ongren®

MOLDOT: Space-Filling Perspective Diagrams of Molecules, Sieven Brumby

Inexpensive Computerized Experiments, John W, Moore and Paula Miles, Malcom

Rasmussen, Kenneth Hartman, Patvicia Barker

Exploring Chemistry by COMPUTER: KC? Discoverer, Aw Feng and John W. Moore

Computer Series, 1:

System Theory as a Conceptual and Organizational Framework for Computational and




Interferential Chemistry, Mark E. Lacy

Computer ‘Series, 72: edited by John W. Moore
Features Associated with Chemical Elements (Faces ) , Russell D. Larsen
Computerized Grading of Freshman Chemistry Laboratory Experiments, Robert L.
Myers '

Relative Activating Ability of Various Ortho, Para-Directors, Norbert M. Zaczek
and Robert B, Tyszkiewicz
Stress the Twofold Axis of the Threo Isomer, D.Tavernier

Computer Series, 73: Bits and Pieces, 29 = . edited by John W, Moore
Computer-Assisted Organic Synthe31s An Undergraduate Experxment ‘M. P. Bertland,
H.Monti, and R. Barone : ’
Synthetic Design on a Pocket Computer, Patrick Pollet
NMR Simulation Program for the ZX81 Computer, Ronald Starkey

-.Find- the-Pairs, Jack Ryan
Information Storage and Retrieval Using a Microcomputer; James A. Wood
An XY Plotter-MINC 11/23 Computer Interface, Donald F. Averill, Gary Beatty,
Fu-Chou A, Cheng, and April Hauser ‘
Analysis of the Band Spectrum of I, Using Apple II, M.Avmanious and M. Shoja -
NUDRAW Construction Set, Patrick Flash -

Computer Series; T4: .~ ’ o - edited by John W, Moore
The ASYST Language for the IBM PC: An Application to Flow Injection fnalysis,
John W. Keller, Timothy F. Gould; and Keri T, Aubert
A Microcomputer-Controlled T-60 NMR Emulator, Gary D. Howard and Thomas D.
DuBois

Computer -Series, 75: Bits and Pieces, 30, p.800 " edited by John W. Moore
Applications of Computer Graphics in the Study of Polymer Configurations, Marvin
Bishop, Sharon Frinks, and AnrMarie M. Meier
Basic Programs for Calculating Overlap Integrals, R.Geanangel and J. Beneke
Stepper Motor Interfacing to the Apple Game Port, Edward W. Vitz
fin Apple-Computer-Controlled Autosyringe, Edward W. Vitz
A Microcomputer-Interfaced Kinetic Spectrophotometry Experiment, J.V,Badding,
R.C.Barile. ond L.P.Michiels®



Computer Series, 76: Bits and Pieces, 31, p.836 - edited by John W, Moore
The Periodic Table as a Data Base, George W. Goth
Individualized Excercises in Information Retrieval for High Enrollment Courses:
Use of the CRC Handbook, J.Diehl and D.Omwood - .. ,
“QUIZMAKER”--A Versatile Program for Chemistry Exams, T.R. Shephered and B.M.
Mattson
Laboratory Report Writing in General Chemistry Using Cdmputer—Assited Instruct-
ion, J.Charles Templeton and Carmen M. Lovenz :
Calculation of Madelung Constants in the First Year Chemistry Course; Mark
Elert and Edward Koubek |
Master Variable Diagrams for Acid-Base Systems from.an IBM Personal Computer;
George F. Atkinson, Edward G. Doadt, and Chris Reil
Displaying Custom Designed Characters from BASIC on the IBM PC T.Cassen =

Computer Series, 77, p.966 : + edited by John W, Moore
Simulation of Two-Dimensional, Jahn-Teller Phase-Transitions in Solids, W.J.A,
Maaskant and R.A.G.Graaff

Computer Series, 78: Bits and Pieces, 32, p.1070 : edited by John W, Moore
- Protein Graphics on the Commondore 64 Microcomputer, Gale Rhodes
Computer Simulated Metabolism: A Student-Interactive Program, Lawrence J. Tirri
and Peter W. Jurutka
Interfacing an EM-360 NMR with an Apple Ile Computer, James C,Swartz and John T.
Creed
Perkin-Elmer Model 337 Infrared Spectrophotometer Interfaced to an IBM PC; Myran
S. Pearson and Salvatore J. Tuzzo ‘ ,
UV Spectral Data Acquisition, Spectral Search, and Library Sof tward Package. for
the IBM 9420 Spectrophotometer, David A. Jencen and James K. Hardy
A BASIC Program for the Calculation of Elemental Compositions from Structural
Formulas® Roger A. Smith and Robin W. Spencer



JOURNAL OF MOLECULAR GRAPHICS

SPECIAL ISSUE: PROTEIN ENGINEERING
IVEBEHLIS A W XHEHEH. FH. H
Comparlson of protein structural profiles by interactive computer graphlcs, S.4H. Bryant

“and M.J.E.Stemberg, P.4 , ‘ _ ,

Expert system for protein éngineériugk its épplipation in the study of
chloramphenlcol acetyltransferase and avian pancreatlc polypeptlde, B. Robson, E. Platt R.
V. Fzshlezgh A. Marsden and P, lelard p.8 ,
Structure--actxvxty relatlonshlps of methionyl- tRNA synthetase graphlcs modell1ng

and genetic engineering, S. Brunze, P. Mellot C Zelwer, J-L Risler, S Blanquet and
G.Fayat, p.18

'Symmetry control in reactlons in molecular cav1t1es, A. Guarzno, p. 22
‘Surface fractallty as a guide for studylng proteln--proteln 1nteract10ns, J. Aqvlst
‘and 0.Tapia, p.30 ’ L
Design and synthesis of bioactive cyclic peptides, AM-toxin I and gramicidiu S, .
Aoyagi, S.lee and N. lzumiya, p.35 , ,

" Pharmacrophoric pattern matching in files of 3D chemical structure: evaluation of
search performance, 5.E.Jakes, N.Watts, P. Wzllet D. Bawden and J.D. Fzsher p.41
Pharmacophoric pattern matching in f11es of 3D chem1ca1 structures comparlson of
geometric searching algorithms, A.T.Brint and P. Willett, p.49

~ International ‘electronic mail, J.M.Hutson, p.57

Journal of Chemic al »I nformation an d
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Chemical Information Science Coverage in Chemical Abstracts, Gary Wiggins, p.1

Computer as a Versatile Research Assistant, V. Zitko, p.3

‘Computerlzed Model Fltt1ng Approach for the NMR Aflalysis of Polymers, H.N. Cheng, p 8

Enumeration and Classification of Coronoid Hydrocarbons, J.Brunvoll, B.N.Cyvin, and

S.J.Cyvin, p.14 _ 7

Atomic Physicochemical Parameters for Three-Dimensional-Structure-Directed

Buantitative Structure- Act1v1ty Relatlonshlps 2. Model1ng Dlsper51ve and

Hydrophobic Interactions, Arup K Ghose ‘and Gordon M. CszPen, p. 2

w1zard Applxcatlons of Expert System Technlques to Conformatxonal Bnalysis. I, The
- Basic Algorlthms Exemp11f1ed on Slmple Hydrocarbons, Danzel P Dolata and Robert E.
"~ C(Carter, P. 36 e 8




COMPUTERS & CHEMISTRY

INVIEHIELL2S HRXEH. TEH. H

A system for automation of kinetic computations, G.M.Ostrovskii, A.G. Zyskin and Yu,
S. Snagovskii, P.85 |

Microcomputer-assisted surface area determination, W.F, Tong, C.M.Y. Lee, C P. Luk F
Lam and R.S.Tse, p.97

ABSORB: a computer program for correcting observed structure factors from absofption
effects in crystal structure analysis, F.Ugozzoli, p.109 k ; B

A comparative study of new truncation error estimates and intrinsic accuracies of
some higher order Runge-Kutta Algorithms, M.Bader, p.121

A general fitting program for resolution of complex profiles, M.A.Raso, J.Tortajada,
D.Escolar and F. Accion, p.125 |
Numerical inversion of z-transforms with application to polymerization kinetics, P.L.

Mills, p.137
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# MOLECULAR MECHANICS PARAMETERS FOR ORGANOSILICON COMPOUNDS FROM ABINITIO.
COMPUTATION. S. GRIGORAS DOW CORNING CORP. FRP| RESEARCH, MIDLAND, MICHIGAN
48640 :
HAVE_BEEN_CALCULATED( THE PARAMETERS -FOR MM2, ORGANOSIL1CON MOLECULAR
STRUCTURE).  OPTIMIZED( MOLECULAR STRUCTURES OF 26 ORGANOSILICON, BY AB INITIO
CALCULATION OF THE 3-21G* LEVEL). ANALYZED( PARAMETERS FOR STRETCHING -AND
BENDING DEFORMATIONS). INCLUDED( THE BENDING POTENTIAL FOR THE S1-0-SI BOND
OF AN UNUSUAL FLEXIBILITY). DESCRIBED( NONBONDING INTERACTIONS, IN TERMS OF
STERIC AND ELECTROSTATIC POTENTIALS). TORTIONAL_BEHAVIOR_OF SYSTEMS _NOT_
INCLUDING_RESONANCE_EFFECTS_WELL_DESCRIBED_BY( STERIC POTENTIALS WiTH VAN DER
WAALS RADI| 20 % LARGER THAN THE PREVIOUS VALUES AND SIMPLE ELECTROSTATIC
POTENTIAL WITH NET ATOMIC CHARGES OBTAINED FROM AB IN{TIO OR EXTENDED HUCKEL
CALCULATIONS). THE_NONBONDING_POTENTIALS_DESCRIBED_HAVE_THE_ ADVANTAGE_IN
( ALLOWING THE COMPUTATION OF TORSIONAL BARRIERS WITHOUT TORSIONAL POTENT!ALS
FOR SINGLE BONDS).

# APPLICATION OF MOLECULAR MODELING TO SHAPE/SIZE SELECTIVE SEPARATIONS. C. H.
REYNOLDS, COMPUTER APPLICATIONS RESEARCH, ROHM AND HAAS COMPANY, 727 NORRIS-
TOWMN RD., SPRING HOUSE, PA 19477

BECOMING_ INCREASINGLY IMPORTANT ( MOLECULAR SI1EVE TECHNOLOGY, AS A METHOD OF
ALTERING THE COURSE OF A CHEMICAL REACTION, OR PURIFYING THE PRODUCTS) THE
SELECTIVITY_OF A MOLECULAR_SIEVE_IS_DUE TO( ITS ABILITY TO ADSORB ONLY
MOLECULES OF A CERTAIN SIZE AND/OR SHAPE). UNDERSTANDING _THE_SEPARAT{ON_
PROCESS_DEPENDS_ON( UNDERSTANDING THE STRUCTURE AND CONFORMATTON SPACE OF THE
MOLECULES TO BE SEPARATED). FOUND_TO BE_USEFUL (MOLECULAR GRAPHICS, MOLECULAR
MECHANICS, QUANTUM THEORY, IN DESIGNING SIZE AND SHAPE SELECTIVE SEPARATIONS
USING POLYMER CARBON ADSORBENTS). HOW_RATIONAL_COMPUTER_GENERATED_ MODELS

CAN: BE_USED_TO( PREDICT THE AFFINITIES OF D{FFERENT MOLECULES FOR A MOLECULAR
SIEVE OF GIVEN DIMENSIONS).

# THE USE OF CHEMBASE TO MANAGE AN ACADEMIC- INDUSTRIAL COOPERAT IVE RESEARCH
PROGRAM. R. HARMON, DEPARTMENT OF CHEMISTRY, WESTERN MICHIGAN UNIVERSITY,
" KALAMAZOO, MI 49008

CHEMBASE _HAS_BEEN_USED_TO_ORGAN{ZE{ 15000 COMPOUNDS OF RESEARCH SAMPLES).
COULD_SEARCH( SIMILAR STRUCTURE TYPES IF A PARTICULAR STRUCTURE TYPE SHOWED
SOME BIOLOGICAL ACTIVITY). -

. # COMPUTER PROGRAMMING ASSIGNMENT IN A SENIOR LEVEL CHEMISTRY CLASS.
S. S. ZIMMERMAN, DEPARTMENT OF CHEMISTRY, BRIGHAM YOUNG UNIVERS{TY, PROVO, UT
84602

BECAUSE_OF_ THE_ACCESSIBILITY_OF_COMPUTERS_TO_CHEMISTRY_STUDENTS_AND_THE_
CURRENT REQUIREMENT OF _COMPUTER_SCIENCE_BY_ ALL _CHEMISTRY _MAJORS ( TSENTOR
LEVEL CHEMISTRY COURSE TNSTRUCTORS NEEDN™ T HESITATE ASSIGNING HOMEWORK
PROBLEMS [INVOLVING COMPUTER PROGRAMMING). !'_ASSIGN( COMPUTER PROGRAMS TO
DETERMINE GIBBS FREE ENERGY OF METABOLIC REACTIONS, TO CALCULATE THE ENERGIES
OF A PARTICLE IN A BOX, TO COMPUTE THE CONFORMATIONAL ENERGIES AND AVERAGE END
-TO-END DISTANCES OF SIMPLE PEPTIDE MOLECULES).

# ALGORITHWS FOR REAL-TIME DATA ACQUISITION FOR A TIME-OF-FLIGHT MASS SPECTROM
-ETER. R. P. MATTIE |11, TOFTEC, P. O. BOX 12877, GAINESVILLE, FL 32604
IBM PC REAL-TIME CONSTRAINTS FOR DATA ACOUISITION ALGORITHMS FOR PEAK FIND-

ING, DATA REDUCTION MASS FITTING, AND SCAN TERMINATION. DATA ACQUISITION RATES
OF UP TO 10 KHZ ARE POSSIBLE,




# MASSPEC: ‘AN .iBM PC/XT BASED INTERACTIVE DATA ACQUISITION PROGRAM FOR A VELO-
CITY COMPACTION. TIME-OF ~-FL IGHT MASS SPECTROMETER. R. P, MATTIE 'tI, TOFTEC, P.
O. BOX12877, GAINESVILLE, FL 32604

MASSPEC({ AN INTERACTIVE REAL-TIME DATA ACQUISITION. PROGRAM FOR A VELOCITY
COMPACTION (VC) TIME-OF-FLIGHT MASS SPECTROMETER). ARE_SUPPORTED( ALL POPULAR
HIGH RESOLUTION. PC GRAPHICS MODES, BOTH COLOR-AND MONOCHROME) .

# AN INEXPENS|VE DEVELOPMENT SYSTEM FOR DEDICATED INSTRUMENT CONTROLLERS., K. L
. RATZLAFF, INSTRUMENTATION DESIGN LABORATORY, UNIVERSITY OF KANSAS LAWRENCE,
KANSAS 66045 -

PRESENTED( A METHOD OF BUILDING INEXPENS|VE SINGLE-BOARD CONTROLLERS, BASED
ON PC CLONE MOTHER-BOARDS BUT WITH SOFTWARE IN ROM). ALLOWS( PROGRAMVIING IN
HIGH-LEVEL LANGUAGE AND LESS EXPENS!VE). :

# COMPLEX CHEMICAL EQUILIBRIA CALCULATIONS APPLIED TO THE SYNTHESIS OF
INORGANIC SUPERCONDUCTOR PRECURSORS. D. H. DOUGHTY, SANDIA NATIONAL
LABORATORIES, ALBUQUERQUE, NV 87185 P.O. BOX 5800, DIV 1846

OFFERS SEVERAL _ADVANTAGES_ _ OVER( . SUPERCONDUCTORS FROVI PRECIPITATED POWDERS,
SUPERCONDUCTOR _FROM THE METAL OX|DE ROUTE, HOMOGENEITY, STOICHIOMETRY CONTROL
EASE OF SUBSEQUENT PROCESSING). CONTROLLED PRECIPITATION OF - PRECURSOR_POWDER_
IS_NOT_STRAIGHTFORWARD( BECAUSE OF POSSIBLE FORMAT ION OF SOLUBLE METAL COMPLEX
ES” AND AMPHOTERIC NATURE OF HYDROLYSIS PRODUCTS). DEVELOPED(SOFTWARE TO
PERFORM COMPLEX CHEMICAL EQUILIBRIUM CALCULATIONS TO GUIDE THE SYNTHESIS).
PROGRAM_IS_WRITTEN_FOR( LOTUS t-2-3 SPREADSHEET). DESCRIBED( THE USE OF THE
PROGRAM TO PREPARE INORGANIC SUPERCONDUCTORS IN THE LaSiCuQ AND YBaCuO SYSTEMS
). :

# MOLECULAR GRAPHICS ON THE (BM PC USING THE ASYST PROGRAMMING ENVIRONVENT.
R. W. KREILICK, DEPARTMENT OF CHEMISTRY, UNIVERSITY OF ROCHESTER, .ROCHESTER,
NEW YORK 14627

WRITTEN_USING_ASYST_PROGRAMMING LANGUAGE( A MOLECULAR GRAPHICS PROGRAM )
THIS PROGRAM_ALLOWS ( TNPUT ATOMIC COORDINATES FROM X-RAY CRYSTALLOGRAPHIC
DATA TO. GENERATE - 3-D IMAGES OF MOLECULES). POSSIBLE( ROTATE AND TRANSLATE)-

. THE PROGRAM CAN WORK WiTH( TWO STRUCTURES AND ROTATE ONE MOLECULE WITH
RESPECT TO A SECOND MOLECULE). STUDIED _STRUCTURE_OF_COMPLEXES: BETWEEN( DNA
AND PORPHIRIN), ‘

CHEMICAL APPLICATION OF LOTUS 1-2-3:

# MONITORING INSTRUMENT OR PRODUCT QUALITY USING LOTUS 1-2-3.
G. |. OUCH!, LABORATORY :-PC USERS GROUP, 5989 VISTA LOOP, SAN JOSE, CA 95124
TEL: (408)723 0947

THE_QUAL ITY_OF_THE_DATA IS_INSURED_BY ( LOTUS 1-2-3, WITH |ITS INTEGRATED
SPREADSHEET DATA MANAGEMENT  AND GRAPHICS) .

# CONNECTING LOTUS 1-2-3 DIRECTLY TO ANALYTICAL INSTRUMENTATION WIiTH LOTUS
MEASURE. J. TUNG, LOTUS DEVELOPMENT CORP., 55 CAMBRIDGE PARKWAY, CAMBR | DGE
PARKWAY, CAMBRIDGE, MA 02142

LOTUS_MEASURE_-IS_DESIGNED_FOR(: COMPATIBILITY WITH A WIDE RANGE OF ‘
INSTRUMENTATION, ABLE TO SEND OUT SETUP AND CONTROL COMMANDS AND THEN STORE
THE - INCOMING DATA DIRECTLY INTO LOTUS 1-2-3 FOR ANALYSIS AND DISPLAY).

# |CP-AES DATA REDUCTION USING LOTUS 1-2-3, J. M. CANNON, MIDWEST RESEARCH
INSTITUTE, 425 VOLKER BOULVARD, KANSAS CITY, MISSOURI 64110

HAVE BEEN | QUICKLY_REDUCED_TO_| FINAL _REPORT FORM( THE DATA GENERATED: FROM AN
MULT | ELEMENT /MULT | SAMPLE INDUCTIVELY COUPLED PLASMA ATOMIC EMISSION SPECTRO-
SCOPY ANALYSES, USING THE LOTUS 1-2-3).

# DECONVOLUTION OF F19 NMR SPIN LATTICE RELAXATION DATA FOR COMPRESSED CF4

USING LOTUS 1-2-3. J. W. ROOT, LOS ALAMOS COMPUTING SERVICES, P.O. BOX 988
, LOS ALAMOS, NEW MEXICO 87544-0986

LOTUS_1-2-3 _HAS_BEEN_USED_TO( DECONVOLUTE THE NET RELAXAT|ON DATA FOR COM-
PRESSED ‘CF4 AT 298 K, AND DEVELOP A NEW EMPIRICAL KINETIC MODEL FOR REPRE—

SENTING THE RELAXATION BEHAVIOR OF THE "SYSTEM).

# SIMULATION OF ROTATIONAL‘SPECTRA USING LOTUS 1-2-3.- I. J. LEVY, DEPARTMENT
OF CHEMISTRY, GORDON COLLEGE, WENHAM, MASSACHUSETTS 01984 i

ROTATIONAL_SPECTRA_OF _| DIATGVIIC MOLECULES ARE_GENERATED ( BY THE LOTUS 1-2-3
MACRO FACILITY). THE POWERFUL GRAPHICS CAPABILITY _IS_USED_TO( DISPLAY.
SPECTRA) .




# USES OF LOTUS TO ANALYZE DATA OF A COLLEGE BIOCHEMISTRY LABORATORY.
EA WITONSKY, DEPARTMENT OF CHEMISTRY, WEST CHESTER UNIVERSITY, WEST CHESTER,
18385

THE_LOTUS_HAS_BEEN_INTEGRATED_INTO_THE_B1OCHEMISTRY _LAB( GRAPHING ABSORBANCE
VS. AMOUNT OF PROTEIN, ABSORBANCE VS. AMOUNT OF PROTETN IN ENZYME KINETICS,
L INEWEAVER-BURK DOUBLE RECIPROCAL PLOTS, %INHIBITION VS. SUBSTRATE CONCENTRA-
TION, DETERMINATION OF THE RADIOPURITY OF ATP BY COUNTING DIFFERENT AREAS OF A
THIN LAYER CHROMATOGRAM )

# THE USE OF LOTUS 1-2-3 IN CHEMICAL EDUCATION. J.S. LEVKOV, DEPARTMENT OF
CHEMISTRY, IONA COLLEGE, 715 NORTH AVENUE , NEW ROCHELLE, N. Y. 10801

STUDENTS HAVE USED THE LOTUS 1-2-3 FOR PRODUCING LABORATORY REPORTS AND
SOLVING HOMEWORK PROBLEMS.

# THE PC-PANDIT: A LOTUS 1-2-3 DATABASE FOR PROBLEM SOLVING IN PHYSICAL
CHEMISTRY. B. D. JOSHI, DEPARTMENT OF CHEMISTRY, STATE UNIVERSITY OF NEW YORK,
GENESECO, NEW YORK 14454

SET_UP(PHYSICAL CHEMISTRY DATABASE CALLED THE PC-PANDIT WITHIN THE LOTUS
1-2-3 ENVIRONMENT, 1BM PC/XT). THE PANDIT( CAN BE SEARCHED FOR THE NEEDED DATA
DURING A PROBLEM SOLVING SESSESION., 1. GENERAL PHYSICAL CHEMISTRY DATA, 2.
EQUILIBRIUM RELATED DATA, 3. STRUCTURE RELATED DATA, 4. DYNAMICS RELATED
DATA.) '

# CONSIDERATION OF THE NEED FOR CUSTOM DATA ACQUISITION SOFTWARE.

K. L. RATZLAFF, INSTRUMENTATION DESIGN LABORATORY, UNIVERSITY OF KANSAS,

LAWRENCE, KANSA 6605
PRESENTED(A GENERAL APPROACH TO THE APPLICATIONS OF REAL-TIME PROCESSING
AND/OR REAL-TIME CONTROL, USING HIGH-LEVEL LANGUAGE TO IMPLEMENT CONCURRENCY )
. EXAMPLES( PHSIOLOGY, CHROMATOGRAPH, PICOSECOND LASER SPECTROSCOPY).

# INTERFACING INFRA-RED SPECTROMETERS. F. A. BRAND, CHEMISTRY DEPARTMENT,

TRENTON STATE COLLEGE, PENNINGTON ROAD, CN 4700, TRENTON NEW JERSEY 08650
DEVELOPED( A SOFTWARE SYSTEM FOR INFRA RED SPECTROSCOPY FOR .IBM PC OR

COMPAT IBLE INTERFACED VIA A 12-B|T AD CONVERTER). SEARCHED(THE ALDRICH-NICOLET

IR PC-BASED DATABASE, AFTER PICKING CHARACTERISTIC ABSORPTIONS, TO FIND POSS!-

BLE MATCHING SPECTRA) DISCUSSED(DIFFERENT APPROACHES AND TRADE OFFS IN

DATA SAMPLING, SPECTRAL CALIBRATION, BAND SELECTION AND DATABASE SEARCHING,

IN TERMS OF EFFECTIVE USER INTERACTION AND [INSTRUMENT CONTROL).

# INTECRATED SOFTWARE: THE USE OF THE ASYST PROGRAMMING ENVIRONMENT FOR EPR
AND ENDOR SPECTROSCOPY. R. W. KREILICK, DEPARTMENT OF CHEMISTRY, UNIVERSITY OF
ROCHESTER, ROCHESTER,. NEW TORK 14627

THE ASYST PROGRANMING LANGUAGE _INTEGRATES( DATA ACQUISITION, APPLIED
NUMERTCAL ANALYSIS, GRAPHICS). COMPUTATIONAL SPEED_OF _THE_LANGUAGE_RUNNING_ON
_AN_IBM PC_IS COMPARABLE( FORTRAN ROUTINES RUNNING ON | MINTCOMPUTERS) .
THE_ ANALOG DATA_FROM_A_BRUKER_ER2000_EPR_SPECTROMETER_DIGITIZED( METRABYTE
DAS-16 BOARD, READ INTO ASYST ARRAY). THE _MAGNETIC_FIELD_1S_READ{ A BRUKER
GAUSSMETER, RS 232C LINE). THE_RF_FREQUENCY_SWEEP FOR ENDOR_SPECTROMETER _
PRODUCED( PTS FREQUENCY SYNTHESIZER, ASYST ROUTINES CONTROLING INTEL 8255 )
THE_SPECTRA _ARE_TRANSFERED_ VIA LAN( SERVER DISK FOR SUBSEQUENT ANALYSIS W!TH
SIMULAT | 1ON SOFTWARE WRITTEN WITH ASYST).

# USING ASYST FOR: DATA ACQUISITION OF PULSE OUTPUT. G. ABRAHAM, FOOD AND
FEED PROCESSING UNIT, SOUTHERN REGIONAL RESEARCH CENTER, USDA, ARS,. 1100
ROBERT E. LEE BLVD., NEW ORLEANS, LA 70124
DEVELOPED(A PROCEDURE FOR READING A PULSE COUNTER, USING ASYST). A_5-VOLT
_PULSE_IS_SENT_OUT_FROM_A_TITRATOR( FOR EACH 0. OOSML OF TITRATANT DEL | VERED,
ACCUMULATED BY A DATA ACQUISITION UNIT CONTAINING A 16-BIT COUNTER}. THE_
ASYST_ROUTINE_PERIODICALLY READS( THE COUNTER TO CONVERT THE PULSES TO VOLUME
UNITS AND GIVES THE REAL-TIME PLOT).

# INTERFACING WITH LABTECH NOTEBOOK. F. A. BRAND, CHEMISTRY DEPARTMENT,
TRENTON STATE COLLEGE, PENNINGTON ROAD, CN4700, TRENTON, NEW JERSEY 08650
LABTECH_NOTEBOOK (AN INTEGRATED GENERAL PURPOSE SOFTWARE SYSTEM FOR DATA

ACQUISITION, ANALYSIS AND PROCESS CONTROL ON- THE IBM PC AND COMPATIBLES
,» CAN BE MENU OR COMMAND DRIVEN). TRANSFER OF THE_DATA_TO_OTHER SOFTWARES_
~“SUCH_AS( LOTUS, RS-1, CHEMTEXT). ’




# DATA ACQUISITION USING THE MICROVAX VAXLAB SYSTEM. R. L. DEMING, DEPART-
ZIS';;‘;OF CHEMISTRY AND BIOCHEMISTRY, CALIFORNIA STATE UNIVERSITY, FULLERTON CA
THE _SYSTEM_USES (STANDARD OPERATING SYSTEM, HIGH LEVEL AND WELL INTEGRATED
LANGUAGES / FORTRAN, BASIC, C, PASCAL/, A HOST OF SUBROUTINE CALLS FOR DATA
ACQUISITION DEVICES/AD DA PARALLE,LV IEEE-488/, SIGNAL PROCESSING AND GRAPHICS)

# COMPUTER SIMULATED CHROMATOGRAMS FOR THE EVALUATION OF ELECTRONIC
INTEGRATORS. A. N, PAPAS, U.S. FOOD & DRUG ADMINISTRATION, 109 HOLTON ST., WIN
CHESTER, MASS., 01890

MATHEMATICALLY MODELLED AND COMPUTER S IMULATED_CHROMATOGRAMS_IS_USED( TO
OBJECTIVELY EVALUATE THE QUANTITATION OF SEVERAL INTEGRATORS)

# A PROGRAMMER'S VIEW OF CHROMATOGRAPHIC DATA PROCESSING. J, H. NICKEL,

ABl ANALYTICAL, BROMLEE DiIVISION, 2045 MARTIN AVENUE, SUITE 204, SANTA CLARA,
CA 985050.

DiSCUSSED( THE DEVELOPMENT OF A CHROMATOGRAPHIC SOFTWARE PACKAGE ON A MS-DOS,
HOW DOES THE AUDIENCE, FEATURE SET, ALGORITHMS, DEVELOPMENT LANGUAGE TO
PRODUCE A VIABLE PRODUCT)

# A REAL-TIME CHRG\AATOGRAPHI'C DATA ACQUISITION AND PROCESSING SYSTEM FOR THE
APPLE MACINTOSH COMPUTER. R. F. BENSON, RAININ INTSRUMENT COMPANY, INC., 1780
FOURTH STREET, BERKELEY, CALIFORNIA 94710

A_SYSTEM FOR_THE MACINTOSH | COMPUTER( FOR THE REAL-TIME COLLECTION AND PROC-
ZSSING OF CHROMATOGRAPHIC DATA). DISCUSSED(PEAK DETECTION ALGORITHMS, WiNDOWS,
11ERARCHICAL MENUS, CALCULATION IN REAL TiME, THE SWITCHER, PRINTER SELECTION)

# THE USE OF MINITAB STATISTICAL PROGRAM TO CALCULATE CHROMATOGRAPHIC CAL IBRA-
TION, ITS CONFIDENCE INTERVAL, RESPONSE ERROR BOUNDS, ESTIMATED AMOUNTS AND
ESTIMATED AMOUNT INTERVALS. D. A. KURTZ, PESTICIDE RESEARCH LABORATORY,
DEPARTMENT OF ENTOMOLOGY, PENNSYLVANIA STATE UNIVERSITY, UNIVERSITY PARK,

PA 16802

MINITAB(A PROGRAM TO CALCULATE REGRESSION EQUATIONS AND FUNCTTONS ASSOCIATED
WiTH CHROMATOGRAPHIC CAL1BRATION CALCULATION). EXAMPLES_DESCERIBED(SHOW THE
TRANSFORMAT |ON OF RESPONCE DATA TO CONSTANT VARIANCE ACROSS THE GRAPH AND THE
TRANSFORMAT ION -OF AMOUNT DATA TO CONFORM TO THE GiVEN MODEL REGRESS |ON
EQUATION) .

# COMPILATION OF A CAPILLARY GAS CHROMATOGRAPHIC DATA BASE BY THE TOTAL
CHROMATOGRAM METHOD. 1. H. (MEL) SUFFET, DEPARTMENT OF CHEMISTRY, DREXEL
UNIVERSITY, PHILADELPHIA, PA, 19104

A_METHOD_DEVELOPPED(TO COMPARE THE CHROMATOGRAPHIC PEAKS OF A NUMBER OF
CAPILLARY GC CHROMATOGRAMS /OF 300 PEAKS EACH/ BY COMPILING A TOTAL
CHROMATOGRAM DATA BASE). THE_COMPILED_CHROMATOGRAM CONTAINS( THE PEAK AREAS
AND RETENTION TIMES OF THE {DENTICAL PEAKS IN ALL THE SAMPLES). RETENTION_
T IME_NORMAL | SAT {ON_AND_RUBBERBAND__INDEXING UIL1ZED( TO REDUCE RETENTION
TIME ERRORS BETWEEN CHROMATOGRAMS, TO ESTIMATE PEAK MATCHING INTERVAL FOR
RECOGNITION OF IDENTICAL PEAKS AIVONG CHROMATOGRAMS ) .  THE_STUDY _INDICATES (
THE RETENTION TIME DEVIATIONS OF THE CHROMATOGRAPHIC INTERNAL STANDARDS

MAY BE USED TO SCREEN OUT CHROMATOGRAPHIC DATA FOR QUALITY ASSURANCE APPLICA-
TION).

# CALIBRATION AT THE LIMIT: A COMPARISON OF PRACT!CAL METHODS FOR ESTIMATING
DETECTION LIMITS. S. L. MORGAN, DEPARTMENT OF CHEMI{ STRY, UNIVERSITY OF SOUTH
CAROLINA |, COLUMBIA, SC 29208

PRESENTED(METHODS FOR ESTIMATING DETECTION LIMITS USING CALIBRATION DATA AND
ESTIMATED BASELINE NOISE LEVELS). ESTIMATION_OF_DETECTION_LIMIT_AND_ ITS
ASSOCIATED_UNCERTAINTY_ INFLUENCED_BY (THE CHOTCE OF EXPERIMENTAL DESTGN, THE
CHOICE OF MODEL, THE LEVEL OF BASELINE NOISE) .

( XX AN¥H ED)



MEETINGS

8-9 October 1987

Fourth European Séminar and Exhibition on Computer-Aided Molecular
Design.

Helsingor, DENMARK

Contact Penny Robinson, IBC Technical Services, Ltd., Bath House, 56
-Holborn Viaduct, London ECLA 2EX, ENGLAND. 01-236-4080.

Telex: 888870 IBC G.

8-11 November 1987.

Chemical Information Symposium. »
Contact Arleen Semerville, Chemistry Librarian, Rush Rhees Library,
University of Rochester, Rochester, NY 14627. 716-275-4495 or 275-"
4487 :

1-4, December 1987.

Thlrd SIAM Conference on Parallel Proce551ng for 801ent1flc Computlng.
Los Angels, CA.

Contact SIAM Conference Coordinator, Suite 1400, Architects Building,
117s. 17th.Street, Philadelphia, Pa 19103- 5052. 215-564-2929,

4-7 April 1988.

SCRI-Chemistry Workshop Molecular Mechanlcs and Molecular Dynamlcs
Tallahassee, FL.

Contact Delos F. DeTar, Department of Chemistry, Florida State Univer-
sity, Tallahassee, FL 32306-3006. :

8-10 August 1988. :
The Seventh Annual Molecular Graphlcs Society Meetlng
San Francisco, CA.

Contact Dr. T. Ferrlng, University of California, San Francisco, CA
94143.
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JOURNAL OF CHEMICAL EDUCATION

JANUARY 1987 Vol. 64, No.1

Searching: Chemical Abstracts Online in Undergraduate Chemistry: Part 1. CA File,
Boolean, and Proximity Operators, Miroslav Krumpoic, Diana Trimakas, and Connie Mil
ler Computer Series, 79

Using “Electron Laboratory Notebook” Software in the Instrumental Analysis Course,
Michael F. Delaney, p.29 :

The Use of Commercial Spreadsheet Programs in the Science Laboratory, Jerome S. Levkov,

Cop.29

FEBRUARY 1987 Vol.64, No.2

_Computer Series, 80
ChemPlate ‘and Hopkins, a Template and Font for Drawing Molecular Structures with
the Macintosh Computer, Jin Ru Huu, John M. Wetzel, and Jeffrey A. Robl, p.135
Using a Spreadsheet To Calculate the Fugacity of a van der Waals Gas, Douglas A. (oe,
p. 137

March 1987 Vol. 64, No.3

Computer Series, 81

A Programming Utility for Animation, Victor I. Bendall, p.236

An Organic Synthesis Program for Allied Health Chemisiry, Patrick Flash, p.238
Computer. Program for Allocation .of Organic Quantitative fnalysis Unknowns, Ann L.
Pontius and Michael E. Kurz, p.239

Color Images of Molecules, John J. Farvel, p.240 -

A& Commodore Microcomputer/Mettler 440, Balance Interface, Harvey F. Blanck, p.240

Enhance Your Spreadsheet Capabilities: Frequency Distribution Plots and Sorting,
Richard T. Luibrand and Varon Smith, p.241

APRIL 1987 Vol. 64, No.4

Computer Series, 82

The Application of Expert Systerms in the General Chemistry Laboratory, Frank A,
Settle, Jr. p.340

Topics in Chemical Instrumentation

Computer Interfacing to Laboratory Instruments: How to Minimize Noise Interferces,
Mary Karpinski



JUNE 1987 Vol. 64, No.6

Computer Series, 83 E R

A three-Dimensional Computer Animation of a Potent1a1 Energy Surface, thltp G. Butcher
and Michael Mortimer, Barrie G, Whatley, p.495

Numerical Solutions of Kinetic Equations on a Spreadsheet, Douglas A. Coe, p.496
Huckel MO and Theory Electron Spin Resonance in the Spectroscopy Course, Ronald D.

" Mckelvey p.497

Molecular Orbital Calculation Using the Simple Huckel Method, Jomathan H. Reeder,

499

The Thin/Lead Solid/Liquid Phase Diagram: & Computer-Controlled Experiment, Kathryn
R. Williams; John R. Eyler, and Samuel 0, Colgate, p.499

An Inexpensive Linear Thermistor Thermometer for Cryoscopic and Calorimeter
Measurements  and Lecture Demonstrations, James W. Beatty and Todd B. Colin, p.500

Microcomputers and Chemical Bducation: A Compilation of References, James A. Hood,
p. 501

JOURNAL OF CHEMICAL INFORMATION AND COMPUTER SCIENCES

19874F (S H) B21%B2Y REXWH. EH. H

Evolution of Information Technology and Its Impacts on Chemical Information, Ronald
L. Wigington, p.51

Chemical Inoformation Flow across International Chemical Information Activities:
Present Status and Prospect, Hideaki Chihara, p.59

Molecular Complexity: A Simplified Formula Adapted to Individual Atoms, James B.
Hendrickson, Ping Huang, and Glenn Toczko , p.63

An Algorithm To Identify and Count Coplanar Isomeric Molecules Formed by the Linear
Fusion of Cyclopentane Modules, Seymour B. Elk, p.67

Topological Considerations Subtly Inherent in the Formation and Subdivision of Fused
vs. Bridged Ring Compounds, Seymour B. Elk;, p.70

DARC System: Notions of Defined and Generic Substructures. Filation and Coding of
FREL Substrucrure (SS) Classes, Jacques—Emzle Dubois, Annick Panaye, ‘and Roger Attias,
p.74

Topological Torsion: A New Molecular Descriptor for SAR Applications. Comparison
with Other Descriptors, Ramaswany Nllakantan, Novman Bauman, J.Scott Dixton, and R.
Venkataraghavan, p.82

SIMIPS: Secondary lon Mass Image Processing System, Yong—Chien Ling, Mark T. Bewnius,
and George H, Morrisom, p.36 S '



JOURNAL OF COMPUTATIONAL CHEMISTRY

Volume 8, Number 4 June 1987

Converged Calculation of Rotational Energy Transfer in HF-HF Collisions, D. W. Schwenke
and D. G. Truhlar, p.282

On Madelung's Contact, K. F. Taylor, p.261

Transition Structure in a Diabatic Surface Formalisom, F. Bermardi, J. J. W.Mcdouall,
and M. A, Robb, p.296

Centrifugal Distortions in Molecules:An Ab Initio Approach with Application to
Ozone, L. L. Lokr and A, 1. Helman, p.307

Coupled Equations Approach to Multiphoton Molecular Processes, A. D. Bandrauk and N.
Gélinas, p.313

Implementation and Appllcatxons of Gaussian 82 on.a CDC Cyber 205, A.Rauk and R, Dutler,
p.324 « v : x

Simulation Studies of Branched Polymer Molecules, J. E G. Lipson, p.333

Chemical Applications of Topology and Group Theory. 23. & Comparison of Graph-
Theoretical and Extended Huckel Methods for Study of Bording in Octahedral and
Icosahedral Boranes, R. B. King, p.341 .

Generalized Potential Surfaces under Inclusion of Nuclear Motion, T. Kruger and K.Jug,
p.350 . o ‘

Analysis of the-m-Electronic Structure of Infinitely Large Networks. .I. Some
Remarks on the Characterisic Polynomial and Density of States of Large Polycyclic
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Workshop on

Molecular Mechanics and Molecular Dynamics
sponsored by the
Supercomputer Computations Research Institute, Florida State University,
Tallahassee, Florida
Tuesday through Friday, APRIL 5-8, 1988

Organizing Committee:

Del.os F. DeTar, Chair : David Edelson
Franklin B. Brown Edwin F. Hilinski
Plenary Speakers:
Richard Counts Wilfred F. van Gunsteren
Peter Koliman David J. White
Eiji Osawa Carlos F. Bunge

invited Talks:
Frank Alien, Cambridge Crystallographic Data Ctr James W. H. Kao, Philip Morris

Cornelius Altona, Leiden I. Michael Navon, SCRI/FSU
Hans-Dieter Beckhaus, Freiburg, i. Br. Harold A. Scheraga, Cornell
Charles Brooks, Carnegie-Mellon Arieh Warshell, U. So. Cal.
Arnold T. Hagler, Agouron Institute Donald E. Williams, U. Louisville
Reginald C. Haines, Chemical Abstracts Speaker on Applications of Al

PURPOSE: To bring together individuals active in developing programs, force fields, and new methodology for
molecular mechanics and molecular dynamics in order to encourage development of standards for exchange of force
fields and of results and to facilitate the development of more powerful and more convenient programs.. Participants
are encouraged to bring slides and hand-outs to contribute to discussion sessions. Participants are expected to
make available algorithms and other material that may be discussed.
PROGRAM: Monday evening: Reception.
: Tuesday and Wednesday: Treatment of molecular geometry and of forcs fields.

Thursday and Friday morning: Computational methods.
CONTRIBUTED POSTERS: There will be an emphasis on posters. Contributors will be allowed a brief
presentation to introduce the subject treated in the poster. There will be round table discussions. Extended
abstracts are encouraged. The poster, including title, must fit within a display area of approximately 45 inches high
by 34 inches wide. The topic should be within the scope of the workshop.
ABSTRACT: Submit an informative camera-ready abstract including key references within a text area of 16 by
24 cm, 2 pages maximum, to Delos F. DeTar, Dept.of Chemistry, Florida State University, Tallahassee, FL
32306-3006, Tel: (904) 644-3709. Acceptance cannot be guaranteed.. Deadline is Feb.1, 1988.
PUBLICATION: All participants are invited to prepare appropriate manuscripts for one or more special issues of
Computers and Chemistry. Deadline for the special issue is April 5, 1988. Manuscripts will be refereed.
PLACE: Tallahassee, the capital city of Florida, is situated in the Big Bend area of North Florida and its municipal
airport is served by Eastern and Delta airlines, as well as a number of smaller carriers. All sessions will be held at the
Florida State Conference Center, located on the campus of Florida State University. '
FEES: The workshop fee is $290. For those whose posters are accepted, the fee will. be $170. Registration may
have to be limited. The workshop fee will cover the reception on April 4, continental breakfasts 4 days, lunches 3
days, coffee breaks, excursion and conferance dinner at Wakuila Springs.
INFORMATION: Tel. Nos: DeTar & Hilinski (904) 644-3709; Brown (904) 644-2492; Edelson (904) 644-5062.
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l!]EETINGS

June, 1988: MATH/CHEM/COMP '88 is planned in Dubrovnlk (Croatia-
Yugoslavia) at the Inter-University Centre organized by Dr. Ante
Graovac, Institute Rugjer Boskovic, P. 0. Box 1016, 41001, Zagreb,
Yugoslavia. Please contact him for further information.

Sept. 25-30, 1988: ACS National.Meeting, Los: Angels, CA.,

For 1nformatlon contact American Chemical Society, 1155 Sixteen
St. NW. Washington, DC 20036. Two symposia may be of interest

to society members, "Molecular Similarity" organized by Mark :
Johnson, The Upjohn Company, mail stop 7247-267-1, Kalamazoo,

MI 49001 and "Computational Chemistry Graph Theory" organized by
Milan Randic and Dennis Rouvray. You may contact Dr. Rouvray at
Dept. of Chemlstry, Unlver51ty of Georgia, Athens, GA USA

March 1989: Thlrd Internatlonal Conference on Graph. Theory and
Topology in Chemlstry

Galveston, TX. At this conference there will be a meeting of
the Society of Mathematical Chemistry. For information contact
Dr. Douglas J. Klein, Theoretical Chemical-Physics Group, Texas
A&M University at Galveston, Galveston, TX 77553-1675.

Computational Chemistry Gordon Research Conference--A tenta-

tive date and location for the second Computational Chemistry
Gordon Conference have been announced. 'The conference will
take place the week of July 4-8, 19881 at Plymouth, New Hamp-
~shire. The program will focus on macromolecular simulations
‘of proteins, ptoteln folding, molecular graphics, molecular
mechanics of organic molecules, dlstance geometry, sem1emp1r1—
cal and ab initio quantum mechanlcs, polymers, and inorganic

compounds. Poster sessions will be scheduled for contributed
papers.

For more information, please contact:

Dr. Donald B. Boyd

Lilly Research Laboratories
"Eli Lilly and Company
Indianapolis, IN 46285

Telephone; (317) 276-4232




COMPUTERS & CHEMISTRY
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An algorithm for evaluation of the exact partition functlon of free 1nternal
rotation and othlier quantal systems hav1ng quadratlcally dependent energy levels, Zd
enek - Slanma, p. 231 ;

An expert system for selectlg 11qu1d chromatographlc separatlon methods, Marc A
Tischler and Edward A Fox, p.235

Computer aided chemistry--III. Spectral envelope desconvolutlon based on a Slmplex
optimization procedure, W. R. Browetl and M. J. Stzllman, p. 241

Typesetting chemical structure formulas w1th the text formatter TeX/LaTex, Roswztha
THaasandKevan 0’Kane,p251 .

A Great Iterator, F. J. Weigert, p. 273

CHEM--a program for phototypesetting chemical structure diagrams, Johm L. Bentley,
Lynn W, Jelinski, and Brian W. Kernighan, p.281

A simple algorithhms for determining total electronic energy by the Extended Hickel
Molecular 0rb1ta1 Method, Masao Masamira, p.299 ;

Further modlflcatlons to program Spacef11 to produce three-dimensional color
molecular graphics, Marvin Bishop, Sharon Frinks and AnrMarie M. Meier, p.301

QUANTITATIVE STRUCTURE-ACTIVITY RELATIONSHIPS

1987’#'1 %6%%2? %iﬂﬁ %%‘ E

A Quantum Chemical QSAR Analysis of Carbonic Anhydrase Inh1b1t10n by Heterocyclic

Sulfonamids, Sulfonamide Carbonic Anhydrase Inhibitors: Quantum Chemical QSAR, P. G.
De Benedetti, M. C. Menziani, M. Cocchi and C. Frassineti, p.51

A Molecular Modelling Based upon an X- Ray Crystal. Structure: The Enzymengand
Complexes between Porcine Pancreatic Elastase and Acetyl- Alanine-Alanine (Glycine) -
Alanine, T, Fujite, p.54 : N

A Quantitative Stereo- Structure Act1v1ty Relatlonshlp Analysis of the Binding of
Promiscuous Chiral Ligands to Different Receptors, P. A. Lehmann F., P.57

Determination of Octanol/Water Partition Coefficients of Certain Organophosphorus
Compounds Using High-Performance Liquid Chromatography, S. E. Krikoriam, T. A. Chomn
ard J. W, King, p.65

Design of a New Substituted 2,4-Diamino-5-benzylphrimidine as Inhibitor of Bacterial
Dihydrofolate Reductase Assisted by Molecular Graphics, K. —H. Czaplinsky, M. Kansy,
J. K. Seydel and R. Haller, p.T0
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Monte Carlo Study of the Aqueous Hydration of Dmenhylphosphate
Conformations

B. Jayaram M. Mezez, andD L. Beveridge , p-. 917

Voronoi Bmdmg Site Models
Gordon M. Crippen. + P-943

On Color Polynomials of Fibonaceci Graphs
Sherif El-Basil , p.956

Fast Matrix Multiplication ‘ _
Carlos F. Bunge and Gerardo Czsneros r P 360

A Note on the Efficient and Accurate Computation of the Phase Functions ¢
and x in Semiclassical Approx1mat10ns
Peter Senn ,+ P- 965

Determnatxon of an Emmncal Enervy Functlon for Protein Conformauonal
Analysis by Energy Embedding - . . _
Gordon M. Crippen and P. K. Ponnuswamy : P.972

Gaussian Basis Sets for the Flfth Row Elements, Mo-Cd, and the Sixth Row
Elements W-RN :
0dd Gropen , p.982

Application of SINDOL1 to Sulphur Comoounds
KarlJug and Rudzger Iffert , p.1004

An Efficient Newton-like ’VIethod for Molecular \«Iechamcs Energy
Minimization of Large Molecules . .
Jav W. Ponder and Frederic M. chnards 'p.1016

A Powerful Truncated Newton Method for Potential Energy Minimization
- Tamar Schlick and Michael Overton , p.1025 v
Application of SINDO1 to Chlorine and Sodium Compounds
KeriJug and Joachim Schuiz + P 1040
On the Out-of-Plane Deformamon of A:omauc ngs, and Ite Renresentanon

by Molecular Mechanics
. Tommy Liljefors, Julia C. Tai, Snusen Li, and Norman L. Allmger p.1051

Refined ab initio 6-31G Soht Valence Basis Set Optimization of the
Molecular Structures of B1phenv1 in TmsLed P‘anar, and Perpendicular
Conformations : :
Gunter Hifelinger and Claus Rem’lmann , p. 1057
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Applications of caterpillar trees in chemistry.and physics (Review) , S. El-Basil,
p. 153

The factorisation of ‘chemical graphs and their polynomials: A systematic study of
certain trees, E. . Kirby, p.175

Qualitative analysis of a model for synaptlc slow waves, K. R Sbhnezder, B. Wegner
and J. Toth, p.219

A Mathematical analysis of the Bjerrum function for ‘the stepw1se equ111br1um, E. R.
Bimmbaum and E. A. Walker, p.235 v

1987@56195%315(9)5]) REHEH. ZEH. R ‘
The dimensionality and topology of chemical bonding manlfolds in metal clusters and
related compounds (Reivew), R. Bruce King, p.249 :

Critical parameters from series expan51ons, F. M. Fernandez, G. A Arteca and E. A.
Castro, p.207 ‘

Onzgiobal and local properties of Clar pi-electron sextets, S. EL-Basil and M, Randic,
p. - . . : . :

Regonance in random = -network polymers, D. J. Klein, T. P. Zwkovzc and N. Tnbnaysttc,
p.309

JOURNAL OF CHEMICAL INFORMATIOGN AND COMPUTER SCIENCES
1987 BB W3S (8H) RETEHEH. EH. H |

Artificial Intelligence Used for the Interpretation of Combined Spectral Data. 3.
Automated Generation of Interpretation Rules for Infrared Spectral Data, Hendrik J.
luinge, Gerald J. Kleywegt, Henk A van’t Klooster, and John H. van dev Maas, p.95

Descriptin of Organic Reactions Based on Imaglﬁary Transition Structures. 6.
Classification and Enumeration of Two-String Reactions with One Common Node, Shinsa
ku Fujita, p.99

Description of Organic Reaction Based on Imaginary Transition Structures. 7.
Classification and Enumeration of Two-String Reactions with Two or More Common
Nodes, Shisaku Fujita, p.104

Description of Organic Reactions Based on'Imaglnary Transition Structures. 8.
Synthesis Space Attached by a Charge Space and Three-Dimensional Imaglnary
Transition Structures with Charges, Shinsaku Fujita, p.111

Description of Organic Reactions Based on Imaginary Transition Structures. 9. Single
- Access Perception of Rearrangement Reactions, Shinsaku Fujita, p.115

“Structure-Reaction Type” Paradigm in the Conventional Methods of Describing Orgahic

Reactions and the Concept of Imaginary Transition Structures Overcoming This
Paradigm, - Shinsaku Fujita, p.120

Computers Storagé and Retrieval of Generic Chemical Structures in Patents., 8.



Reduced Chemical Graphs and Their Appllcatlonsd in Generic Chemical Structure
“Retrieval, Valerie J. Gillet, GeoffreyM Downs, Ai Ling, Michael F. Lynch, Pallapa
Venkataram, Jennifer V. Wood, and Winfried Dethlefsen, p.126 =

Arts: A Flexible Laboratory Instrument Control Language, W. A. Schlieper, T. L.
Isenhour, and J. C. Marshall, p.137

JOURNAL OF MOLECULAR GRAPHICS

‘198751“—%5%%315(9)3) iﬁ)'cﬁﬁ £5. 0

PEPCRE: an interactive program fo create, ‘manipulate and display oligopeptides, C.W.
-v,d.Lieth, J.- Palm, A, Sundin, R, E. Carter and T. Liljefors, p.119

Dynamic modeling of chemical reactions: the Diels-Alder cycloaddltlon, J. Webber, D.
Mottier, P.-A.Carrupt and P, Vogel, p.126 S

Molecular graphics and the classical adiabatic and nonadiabatic dynamics of small
"polyatomic reactions, L. J, Dunne and N. L. Bourner, p.129

Prediction of the structure of proteins using related structures, .energy
mlnéglzatlon and computer graphics, D, E. Stewart, P. K. Weiner and J. E. Wampler,
p.1

Investigation of iprotein inter- and 1ntram01ecu1ar interactions with a simple
graphics tool, K. Toma, p.149

Molecular recognition: optimized searching through rotational 3-space for pattern
matches on molecular surfaces, P, M, Dean and .P. ~L. Chau, p.152

Molecular recognition: identification of local minima for matching in rotational 3-
space by cluster analysis, P. M. Dean and P. Callow, p.159

Electrostatic potential and binding of drugs to the minor groove of DNA. J. M. Burrzdge,
P Quarendon C. A Reynolds and P. J. Goodford, p.165

MSURF: a rapid and general program for the representation of molecular surfaces, B.
A, Johnson, p.167
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