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Tenth Interhatiohal CODATA Confe'renée
The Westin Hotel
Ottawa, Canada

CJuly 14 - 17, 1986

Sponsored by

The National Research Council .Canada
with the collaboration of
The Royal Society. of Canada
and
The Government of Ontario
" Ministry of Indlstry and Trade

LOCATION AND DATE OF CONFERENCE

The Conference will be held at The Westin Hotel 1 1 Culonei Bv Drlve Ottawa Canada from Monday July 14to
Thursday, July 17, 1986 ‘

CODATA

CODATA, an_ interdisciplinary Scientific Committee of the international Council. of Scnennfnc Unions {ICSU),
deals with data of importance o science and technology, quantitative- data on properties-and- behavior -of
matter, quantitative data and characteristic values of biological, geological, and astronomical systerms and
other experlmental and observational values in all areas of science represented by the member Unlons of ICSU
Many of its activities bear upon problems which are commoen to the various disciplines: -




Theme

SCIENTIFIC PROGRAM |

“The Computer Handling and Dissemination of Data”

Prof. C.B. Alcock
{Canada)

Dr. I. Ansara
(France)

Dr. Claude Bardinet
(France)

Prof. Héléne Bestougeff
{France)

Dr. E. Bibikova
{USSR)

Prof. Rita Coiwell
(USA)

Dr. B.O. Fabricius
(Finland)

Dr. R.J. Feldman
(USA)

Dr. Janne Forslund
{Denmark)

Ms. Susan K. Foss
(USA)

Dr. Yuzuru Fujiwara
(Japan)

. Prof. C.C. Gotlieb
(Canada)

Prof. Mu-Sun Guo
{China)

Dr. Gerard Guiho
{France)

Prof. L.V. Gurvich
{(USSR)

Dr. Jurgerr Hahn
(FRG)

Dr. M.M. Hall
(UK)

. Prof. Dleter Hammer
: (GDR)

Dr. Joseph Hiiséﬁréih
(USA)

Invited Speakers

Regl Time Data 'Acquisition

Title not available

Multisatellite Thematic Mapping on Tanzania Using NOAA 7, TIROS N,
METEOSAT and LANSAT Data 1
Applicatiqns of Database and Knowledge-based Systems to Scientific Data \(\g\r
The Problems of Isotopic Data Bank Development for Geochemical Modelling .
Title not available ‘

Environmental Measurements in Soils/Biota

Molecular Modglling; Interpolating Between Structure Dara Points
Environmental Measurements in Water

Evaluation of Fatigue Properties »

Databases and Knowledge Bases as Scientific Research Tools

Options for Dissemination

Data Aqtivities,in the People's Republic‘ of China

Expert Systems and Industrial Neeas

Data ‘Bank on Thermodynamic Properties as Example of Some Problems in
Creation of Chemical Databases

Envnronmental Measurements in Air k

Polyymeric Property Data

Research'Datavbases; in the Academy of Sciences of the GDR

' Micro Cohﬁpufgrs and Data Handling




Dr. W.W. Hutchison
(Canada)

Prof. |.L. Khodakovsky
(USSR)

Prof. V.A. Koptyug
(USSR)

Dr. A.D. Kozlov
(USSR)

Dr. A.D. Kozlov
(USSR)

Dr. H. Langer
(FRG)

. Dr. Edward S. Lennox

(UK) .

Dr. Roy Lindseth
{Canada)

Dr. Richard Luckenbach
{FRG)

Dr. D.L. Massart
(Belgium)

Dr. Kenneth B. McAfee
(USA)

Dr. J. McCarthy
(USA)

Dr. Randy Michelsen
(USA)

- Mr., Roger V. Moore

{UK)"

Dr. Fujio Okamura
{Japan)

Prof. G. Ostberg
(Sweden)

Prof.  Arthur D. Pelton’
{Canada)

Prof. G. Petzow
(FRG)

-Dr.: S Ramachandran

({India) .-

Mr.- Lewis B Sibley
(USA) -

Dr. Hideaki Sugawara
{Japan) -

_Prof. John Tukey

(USA)

Dr. GM Uglansky
(USA)

Computer Data Activities — The CODATA Perspective . -

Feedback of Algorithms of Thermodynamic Data Consistency and Computer
Simulation of Geological Systems

Problems of Input of Structural Formulas of Orgamc Compounds in Computer
Databases.

Systems of Standards and Reference Data of COMECON

Industrial Materials Data Bank. Basic Principles and Problems of Organization
COAL-DATA — a Collection of Numencal Data on Coal, Coal Liquids and
Coal Chemicals

Database Usage and Needs in British Biotechnology. '

Seismic Data

Chemical Handbooks Online: Status Quo & Perspectives

Environmental Data —. Database Issues

Modelling Electronic Materiale Preperetions and Processes — Optical '

Communications Fibres and IlI-V Semiconductors

The Structure of Scientific Data

~ Exploiting Parallelism in ‘Expen Systems

Digital Mappmg Offers New Advances for Hydrological Modellmg and Deslgn
Procedures .

Application of Databases to CAD of Inorganic Materials

Overview: of the CODATA Materials Data Workshop at Schluchsee in
September 1985 ) . ..

Numerical Databases and Thermodynamlc Computatlons in Metallurgy and
Materials Science

Evaluation and Data Base Storage of Ternary Alloy Phase Diagrams =~

: Tit/e not available

Development of the DOE/ASME/ NBS Computerized Tnbology Database and
Information Service .

‘Data Activities for Life Science & Biote’chnology in Japan :
- Using Probability Calculations for Greater Security, Not Less

k The NACE-NBS Corrosion Data Program




Prof. Kiyoshi Wadatsumi .

Development and Usage- of Accumulative File Systems in- Geoscience -
(Japan) L

“Prof; Takeo Yamamoto .

Data. Handling and Dissemination in the ‘Age of Expert Systems :
{Japan) S N

i This is a:preliminary and incomplete list.. The completed -list will appear iin the Program:booklet.

DATABASE DEMONSTRATION

A feature of the conference will be the inclusion of a facility for scientific and technical source database
developers to present demonstrations of interest to their colleagues. Inthe case of mainframe databases, this
facility will include appropriate hardware and software for access to commercial telecommunication networks;
for those wishing to demonstrate microcomputer databases, there will be equipment provided along with table
space and electrical power for'anyone wha might prefer to use his/her own system. While the facility will be
provided on a complimentary basis, participants are expected to cover their telecommunications costs.

Those wishing to participate or those interested in receiving more information are requested to forward the
enclosed form at their earliest convenience. Upon receipt, the Database Demonstration Coordinator will
immediately make contact in order to determine technical details such as required communication protocol,
type of terminal characteristics and similar relevant information. Furthermore, it is desirable that for those
requiring a telecommunications linkage, a trial run be conducted {prior to the arrival of the demonstrator) in

order to ensure complete compatibility. Interested participants are, therefore, encouraged. not to delay

notification of their intent.

'AD HOC MEETINGS

These are _‘inter'\ded for specialized discussions TO BE ORGANIZED BY THE PARTICIPANTS during the
Conference period.'Rooms will be reserved for these meetings, and facilities will be available to display daily
announcements of such meetings. Please indicate ‘your requirements by writing to the Executive Secretary

prior to the Conference.

EXHIBITS

Provisiop {s being made for an exhibition of equipment and services relevant to CODATA’s broad range of intér-
ests. This is clearly.an excellent opportunity for suppliers of communication.and information products and.ser-

vices (database produce‘_rs and disseminators, computer equipment manufacturers, telecommunications net-
yvork operators and publishers, for example) to reach scientific data professionals from 20-30 countries. Further
information may be obtained‘from the Executive Secretary, CODATA '86. o . S

Official Languages

-Abstract. Volume

The official languages of the conference are English
and French. All correspondence concerning the
conference may be carried out in either of the official
languages. Simuitaneous interpretation will be
provided for the plenary sessions,

A bobktcbntai'n'ing abstracts of all invited and contri-
buted papers will be distributed free of charge to all
registrants at the conference.

Proceedings

Letters of Invitation

The Chairman of the Tenth International CODATA
Conference will be pleased to send.a personal invita-
tion to participate in the Conference to any scientists
making such a request to the Executive Secretary. It
should be understood that such an invitation is not
a commitment to provide any financial support.

The Proceedings.of the Conference; to be published
in early 1987, will contain the full texts of the
plenary lectures, most of the symposia papers and

-:-some .of ‘the contributed papers;: CODATA reserves

the right to. limit the length of all published papers.
Authors are requested to indicate on the Abstract

- Form: whether they dre interested in having’ their

contributions published in the Conference Proceedings.
Manuscripts must be submitted in camera-ready

format and ‘delivered. at the time of the Conference.

Camera-ready sheets, along with the appropriate

instructions, will be mailed by March 1, 1986. »




CONFERENCE REGISTRATION

In order to participate at the Conference everyone'must complete the-Registration Form and ‘mail"it with the
appropriate remittance to the Executive Secretary at the following address: CODATA ‘86, National Research

Council Canada, Ottawa, Canada K1A OR6

Each registrant should submit a separate registration form. Extra copies of this bulletin and the forms are avail-

able upon request.

Payment should be by cheque or money order in Canadian dollars, or the equivalent in U.S. dollars, made pay-

able to CODATA ‘86 {NRC).

To qualify for the reduced rate the remittance must be received by May 15, 1986. If a registration form is
received without payment it will not constitute registration.

Registration Fees

Confirmation of Registration

The registration fee covers attendance at the-sessions
and the exhibitions, attendance at the reception on
Sunday evening, July 13, a copy of the abstract book,
a program book, and coffee each morning and after-
noon, :

Before May 16 After May 15

Registration Fee $225 Cdn $250 Cdn
.. or$160 US or $180-US

Students $ 30 Cdn $ 30 Cdn
“or$ 20 US

or$:20 US

Cancellation and Refunds

Registrants may withdraw before June 1, 1986. All
refunds are subject to a $20.00 (Cdn} handling fee.

Receipts will be sent as soon as the remittance is

“received. Please present the.receipt upon arrival at

the Registration Desk in order to collect the confer-
ence material. Note that receipts will not be mailed
out if there.is not sufficient time to ensure delivery.
Such receipts can be claimed at the registration desk
upon arrival, :

Registration Desk

The Registration Desk will be Iocated at The Westin
Hotel, outside the Confederation Ballroom, and will
be open during the following hours:

Sunday; July 13 14:00 — 21:00 hours
Monday to Thursday, -

July 14-17 08:00 — 17:00 hours

SOCIAL EVENTS

Openihg Reception

The opening reception will be held Sunday evening, July 13, at The Westin Hotel. All participanté are invited to

attend.

Conference Banquet .

The bénguet will. be held on Wednesday evening, July 16, at 19:00 hours at The Westin Hotel. Tickeéts for this
event will be avaiiable at a cost of $25.00 (Cdn). Please indicate on the registration form the number of tickets

required.

Conference Secretariat

CODATA '86 -

Huguette Lacoste, Executive.Secretary
National Research Council Canada
‘OTTAWA, CANADA

K1A OR6 - : .
Telephone: (613)993-9009
Telex: 053-3145

BITNET/EARN: NUM@21 @ TSS NRC2@




COMPUTER ENHANCED SPECTROSCOPY
1983 ATl e COBEER. FLLTI=avla—yP24snava—pEHNT
ANZMRA=2 (I u2 S5 7%80) OWBENLEIEZC LIBY 280 IRLTY
B CITWIHEOMELE. REBOMEPRECHLTTRE, ¥~ ORRIE T
ExbDTH 3, - o o
HATIRBIBIEHRHEAE 0%~ KE—BI%EHreginal editord 5 - T 3,

1983% 1A~3R BIAEBIS REEH. EH. H

Design,Control System and Software Organization of Multi-Purpose
NMR Spectrometers. I.The Basic Requirements and Overrall Design,
~A.Bax, J.Smidt and T.A,Tiggelman, p.3

Electron Pafamagnetic Resonance Spectrometer Data Accumulation
and Reduction System for Microcomputers, J.D.Lipscomb and R.W.
Salo, p.1ll : ' ‘ A

Using a Hewlett-Packard Minicomputer for the Processing of Gamma-
ray Spectra from Neutron Activation Analysis, P.L.Main and M.J.
Hughes, p.17

Automated Control of a Mass Spectrométer,Using a Central Mini-
- computer and Distributed Microprocessors, R.S.Stradling, P.A.
" ‘Ryan and J.D.Wood, p.25

Curve Resolution of Electronic Absorption Spectra by Least-squares
Methods as Applied to Transition Metal Compounds, A.Bartecki, J.
Soltoweki and K.Kirazak, p.31 - ‘

A Multipurpose Computer Interface for a Scanning optical Spectro-
meter, D.Mihailovie, J.F.Ryan and W.J.Siertsema, p.39

Measurements of Fast Changes in Absorption and Fluorescence Spectra

Using an OMA System, E.Friz, G.Gauglitz, T.Klink and A.Lorech, p.49

19834 A~6H HB1%H2E sRixMBME. FH. H

Recent Advaqges in the Structure Elucidation System, CHEMICS,
H.Abe, I.Fujiwara, T.Nishimura, T.Kida and S5.~I.Sasaki, p.55

Apple II Interface to a Biomation 1010 Transient Recorder. A: .
Powerful Spectroscopic Signal Averager, R.T.Bailey, F.R.Crutckshank

-.and N.Wagetaffe, p.63 . ' R . o S
Interfacing a Microcomputer to an Analytical Instrumentation ;
through an RS 232C Standard Interface, a Simple Software Implemen-
tation, L.Fornari and G.Tessari, p.71

Microprocessor Driven Electron Spin Resonance(ESR) Spectrometer,
F.Momo, G.A.Ranierti and A.Sotgiu, p.79

The qse‘of'Computérs in the Processing of Large Arrays of Spectro-
scopic Data, M.Kh.Salakhov, I.D.Grachev and I.S.Fishman, p.83

COMEDY,’A M%c;qcomputer Based System for Controlling Pulsed Dye-
Laser Experiments, H.-D.Kronfeldt and S.Wasserroth, p-.89
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Use of an Apple Il plus Microcomputer ‘as a Multichannel Analyser
for X-ray Fluorescence Spectrometry, X.Borowski, I.L.Preiss, J.J.
La Brecque and C.Pauley, p.99 :

Softwgre for Deconvolution of Overlapping Spectral Peaks and
Quantitative Analysis by !3C Fourier Transform NMRSpectroscopy,
4.Kumar,:C.H.Sotak, C.L.Dumoulin and G.C.Levy, p.1l07

1983 TH~9H BIBHIS REMEH. B5. H

Identification of'Multicomponents in Mixed>Mass Spectra by Libréry
Search System, A.Yasuhara, J.Shindo, H.Ito and T.Mizoguchi, p.117

A Smart Algorithm for Accelerating the Data Collection on an X-ray
Diffractometer, J.M.Quitin, H.Van de Velde and G.Platbrood, p.125

Design, Control System and Software Organization of Multi-purpose
NMR Spectrometers, 2~-Spectrometer Control, Data Aquisition and On-
line Data Processing, A.F.Mehlkopf, A.Bax, J.Smidt and T.A.
Tiggelman, p.131 o

The Use of a Computer Controlled Luminescence Spectrometer in the
Study of the Time Resolved Emission of Trivalent Europium in
Yttrium Oxide, A.T.Rhys Williams and M.J.Fuller, p.145 o
Data Aquisition and Spectrometer Control with a Rockwell AIM-65
Microcomputer, D.Bianchi, F.Cavatora and G.Lenzi, p.151

Optimization of Parameters for Fourier Self-deconvolution, 1-
Minimization of Noise and Side-lobes without Apodization, W.-J.
Yang and P.R.Griffiths, p.L57 :

Adaptation of the Top-hat Filter for Data Acquisitioh in Magnetic-
sector GC/MS Instruments, 4.D.Graddon, J.F.Smith and J.D.Morrigon,
p.167 '

Curve Resolution by Computer, a Caveat, G.Snatzke, p.171

1983%10A ~128 1 BH45 REEBH. EH. H

Appiication of Membership Function to Automated Structure Analysis
of Infrared Spectra of Organic Compounds, Y.Ishida and S5.8asak,
p-173 ' ‘ ‘ :

Advantages>of UNIX Based Laborafory Data Processing, R.L.White,
p.185 : ‘ : o
A Microcomputer Based Digital Data Acquisition -and Manipulation
System for Raman Spectroscopy, M.Diem, p.191 " o ,

Microcomputer Controlled Decoupler for NMR SpectrOSCOPY, V.Sklenar,
I.Krejei, V.Husek and %.Starcuk, p.201 . Lo : :

A Microcomputer Network for Intelligent Linkage of Spectroscopic
Instruments,‘H,Susaki and S.Minami, p.209 ‘

‘The Use of Computers in the Investigation of Optically Thick

Inhomogeneous Plasmas by Their Emission and Absorption Spectra,
M.Kh.Salakhov, E.V.Sarandayev and I.S.Fighman, p.213 : :

IB4FE1A~3A W2AW1% R AEEH. EE. H

Efficient Algbrithms fbrithé‘Prddéssingﬂof Multidimensional :
Spéctroscopic Data Arrays, I.D.Grachev, M.Kh.Salakhov and I.S.: - -
Fighman, p.1l

SIRIUS - An Efficient Infrared Spectra Search System, K.Tandbe,
J.Hiraishi, S.saeki, I.Suzuki and M.Tasumi, p.l3




A Comparison Between Kawata-Minami and Savitzky-Golay Smoothing
Methods with Raman Spectral Data, K.Tanabe and J.Hiraishi, p.l7

A Microcomputer Data Acquisition System for Mass Spectrometry,
D.M.Destiderio, J.S.Laughter, I.Katakuse, M.Kai and J.Trimble,

p.21 P v _

A Microcomputer-controlled Photoelectron Spectrometer for the
Detection of Short-lived Gas Phase Intermediates, 0.Grabandt,

H.G.Muller and C.A.de Lange, p.33 o

Control of a Novel Ion-translational-energy Spectrometer Using
an Apple Microcomputer, ¢.W.Trott, F.M.Harris, M.S.Thacker,
S.S8ingh and J.H.Beynon, p.43

19845 4 Ai~60 HW24H2% BREHEH. ZTH.H

Application of Computers to Vibronic Spectra, 4.Bartecki and
J.Myrcaek, p.53 ‘

Automatic Peak Assignments for im vivo *!P NMR Spectra, C.Dumoulin,
p.61 e , ‘ :

Optimizatibn of Parameters for Fourier Self—deconﬁolution:2—Band
Multiplets, W.-J.Yang and P.R.Griffiths, p.69

A Programmable Spectrometer Interface Based on a Commercial
Microcomputer System, L.Van Haverbeke, H.Duijvewaardt and M.A.
Herman, p.75

New Approach to Increased Dynamic Range in Fourier Transform
Infrared Spectrometry, G.M.Brissey and C.L.Wilkins, p.85

Microprocessor Synchronization of a Multichannel Analyser with a
Monochromator, M.Carleer and J.P.Walgraeve, p.91

1984ETH~9A HW2BH3% REHHE. B%. H

COSMOS - Combined Search System for Molecular Spectra, X.Tanabe,
J.Hiraishi, T.Tamura, 0.Yamamoto, M.Yanagisawa and N.Wasada, p.97

Software System for Calculation and Manipulation of Spectral Line
Parameters, 0.K.Voitsekhovskaya, Yu.S.Makushkin, A.I.Popkov,V.P.
Rudenko, N.N.Trifonova, N.E.Yakovlev, O.N.Sulakshina and V.N.
Cherepanov, p.l0l : PR . : o

Automated Infrared Spectrometer for Measurument of Surface
Electromagnetic Waves, G.N.Zhizhin, A.I.Kuryatnikov, G.Yu.
Lopatovekii, M.A.Moskalova, V.I.Silin, V.V.Tkachev and V.A.
Yakovlev, p.107

Automated Spectrai Data Processing, C{L;Dumoulin and J.E.
Harrington, p.1ll3

The RegularizedvAlgorithm of Local Emission Reconstruction in' the
Spectroscopic Study of an Optically Thin Plasma of Arbitrary Shape,
M.Kh.Salakhov, I.D.Grachev, R.Z.Latipov and I.S5.Fishman, p.117 =

on-line Processing of Densitometer Readings of Photographic
Emultion Plates for Spectrochemical Analysis using a Desk-top
Computer, M.F.Guns, p.125

Computer Studies on the Composition and Electronic Spectra of
Separate Complex Species in Solution, 4. Bartecki and: %.Staszak,
p.129% ' : : : x o
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Using a Hewlett-Packard Minicon’iputér for the Processing of Tunable
Diode Laser Spectra, G.Blanquet and J.Walrand, p.l35

A Multibus/IEEE-796 Compatible Interface Board for.Ir}strumentation
Control and Data Acquisition, D.Ricei and D.Guidarini, p.141

Several Alternative Implementations of a Numerical Method for
Extracting Sihgle-Component Mass Spectra from GC-MS Data Arrays,
M.D.King, p.l49 )

Photokinetic Evaluation by Microprocessor Controlled Fluorescence
Data Acquisition, G.Gauglitz and R.Goes, p.159

Aids for Building and Maintaining Speciality In-house Mass
Spectral Libraries, D.F.Magin and B.W.Good, p.167
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DIVISION OF CHEMICAL INFQRMATION

1.
2.

12.
13.
14.
15.

16.
17.
18.
19.
20.
21.
22,
- 23.

24,
25,

26.

NLM Chemical and Toxicological Files Overview, M.Perkins
Chemical Information and Information Technology - A History,
R.L.Wigington ] _

Optical Strage Technology, T.C.Bagg

Optical Disk Storage for Biomedical Documents, G.R.Thormq
Optical Publishing: New Information Products, J.B.Schwerin
Human Factors and Computer Technology in the Workplace,
L.F.Norman .
Metaphor, Wherefore, and Whatfour of Artifical Intelligence
Expert Systems, E.T.Cremmins _ ]
Knowledge-Based Systems and the Evolution of Information Systems,
S.X.S1eck

Telecommunications: An Overview, C.A.Johnson _ . )
An Intergrated Architecture for Information Acccess,Distribution,
and Utilization, F.Zappert

A Manager's View of the Impact of New Technology, P.B.Moses
Expansion of Online Retrieval Services of Local Mass Storage
Devices, W.F.Marovitz )
Knowledge Engineering in Chemical Information and Retrieval
Systems, W.W.Zachary .

An Expert System for Machine Aided Indexing, J.Lucey and
C.Martines . L

Development of a Knowledge-Based System to Aid in Searches of
the Chemical Abstracts, P.J.Smith, D.A.Krawezak, S.Shute and
M.Chignell . S

An Expert System for First Responders to Chemical Emergencies,
J. M. Hushon

An Expert System as a Search Tool for a Coal Liquefaction
Database, W.Fuchs, W.C.Peters, I.A.Monarch and J.G.Carbonell
Electronic Document Delivery of Primary Research Journals,
T.B.Hickey and R.A.Love :
Consolidation of Library Technical Services at Exxon Research
& Engineering Company, E.H.Soled '

Experiences at Colorado School of Mines Searching CAS ONLINE,
CA File, under their Academic Program, A.A.Lerew

Microcomputer Access to an interactive Academic Library Network,
L.M. Wert

Teaching Graduate Students to Access the Chemical Literature -
Experiences and Perspective, J.Pinzelik

Citation Analysis and Research Mapping - Principles and Practice,
H.G.Small .

CHEMPOX - Toxic Substance Database Manager, A.Milch

Designing a Full-Text Database: the Primary Journal Full-Text
Database through STN international, R.4.Love and L.R.Garson
Online Searching of Chemical Abstracts by End-Users at Exxon
with a SEARCHMASTER-Based Front-End System, K.R.Walton



27.

28.

29.

30.
31.
32.
33.
34.
35.
36.
37.
38.
39,
40.

4]1.
42,

43.
44,
45,
46.

47.
48.

49.

Development and Implementatlon of. PEER REVIEW PLUS A Computer-
ized Tracking System for Editorial Offices, J.D.Spring,
J.T.Keys and L.R.Garson .

Automated Telecommunication Software for Editorial Offices,
J.D.Spring, J.T.Keys and L.R.Garson

Software Engineering and Chemical Database Applications,
E.K.F.Ahrens, R.L.Briggs,Jr., G.M.Hazen, L.O. Serrao, M.F.Van
Duyne and B.Van Viiet

Algorithmic Identification of Data Elements in the Chemical
Literature, D.P.Martinsen

Award Address. (herman Skolnik Award sponsored by the: Division
of Chemical Information.) Chemical Information Across
International Borders: Problems and Solutions, D.B.Baker
Information Processing - An Integral and Solutions, P.Rhyner
Main Charactaristics and Trends of Chemical Information,
J.Michel

Japan's Contribution to Internatlonal Chemical Information
Activities: Present Status and Prospects, H.Chihara

Will the New Information Order Differ from the 0ld Chaos ? ,
H,Grunewald

Chemical Use and Economic Informatlon - Industry Needs and
Sources, M.Sittenfield

‘Chemical Business Information - Status and Outlook, E.J.Johnson
‘Patents Databases as Sources of Business Informatlon, M.W.Jones
A New Dimension in Business’ Intelllgence, K.0'Leary »
CHEMCYCLOPEDIA ~ A New Concept in Buyer's Guides, J.H.Kuney
Chemical Business (Summary) Reports, C.E,Lumleéey,Jr. =

Vendor Demonstrations by Corporate Assessment. Support Service,
‘Pergamon InfolLine, PROBE Economics and DIALOGG Information
Services

How to Index a Polymer Patent and Why, P.4.DOrler

Polymer Searching in the IFI COMPREHENSIVE Database, X.M.Donovan,
B.B.Wilhide and S.L.Hunsicker

Using the IFI CLAIMS Databases in a Large, Diversified Company,
V.K.Veach

Online Use of the CLAIMS Patent Databases, B.E.Mason

Information Science Abstracts: An Overview of History, Purpose

and Goals, D.Thomas and M.D.Rosenberg _

Online Demonstrations of IFI Databases, R.Richeson and D.Slaughter

DIVISION OF COMPUTERS IN CHEMISTRY

1.

Molecular Similarity and Notations for Molecular Graphs.
Microcomputer Programs for I.C.P.A.,C. and Nodal Nomenclature,
W.C.Herndon and S.H.Bertz .

PRESENTED (Three types of linear notational schemes for molecular graphs)
INCLUDED (Linear string representation of IUPAC and nodal nomenclature system)
OUTLINED (Computer programs for unique numbering and final notation)

COMPARED (Molecular graph szmllarlty by str1ng matching, similarity by all

subgraphs)

PRINCIPLE_OF _THE_METHOD_IS (nth power of the adjacency matrix counts paths

2.

of length n)

Molecular Distortions in Small Spiroalkanes, W{Leuf‘ande.Keese

ANALYZED_BY_SYMMETRY_DEFORMATION _COORDINATES (The configuration of the central

C(C)y Fragment of spirolm,nlalkanes with 2SS m,nS 4)




3. Molecular Modelling of Organophosphorous Compounds: Parameteri-
zation, C.S.Kralhanzel, G.S.Famint and J.M.Leonard

DISCUSSED (MM2 for phosphorus(II1I) and phosphorus(V) céempounds)
DETERMINED_BY_ _AB_INITIO_AND_SEMI-EMPIRICAL_MOLECULAR:ORBITAL_METHOD (the force
constants and barrier to rotatlon)

4. Vibrational Modelllng in the lebylte Structure, L.A. Tuuker and
S.H.Lin

APPLIED_FOR VIBRATIONAL -FREQUENCY CALCULATION OF BIXBYITE STRUCTURE FOR_ YTTRIUM

_OXIDE_AND _SEVERAL _ OF _THE_CUBIC_RARE EARTH OXIDES (M1n1mxzatxon method WMIN of
W.R. Bu51ng) :

5. Kinetics, Molecular Mechanlcs and ‘MO Calculations on a
Microcomputer, X. E. Gillbert, J. J. Gajewski, 5. Russo
PORTED_TQ_THE_IBM_PC: (. DIFSUB, MM2, MNDO) :

DISCUSSED (Hardware advances to boost the. power of PC 1nto the range of a
VAX 11/750) )

6. Combining- Sample Preéparation and Analytical Instrumentation
Utilizing Laboratory RObOthS, M. L. Salzt P. Barrett B. d.
MeGratten A. C. Cerino : :

DESCRIBED (A system for automated sample preparation’ and analy51s)
PRESENTED (A typical appl:catlon to ‘illustrate the . level .of communication

between the robot, analytlca\ instrument and laboratory computer
in a system) : ! : :

7. Automated Sample Preparation and Instrument interfacing for
Totaily Automated Analyses;’ R. K. Brown, K. 'E. Sharicz, A. Martin
DISCUSSED (Interfacing the automatxcally prepared sample u1th the subsequent
.instrumental measurement)

APPLIED (UV-VIS, GC, LC)

8. A New Robotics’Language, A, dJ. KoZZeﬁ,-C. G. Fisher, C. L.
Guglielmino, S. 4. Liddell

DESIGNED (Robotics language PERL to help the user 1nteract u1th hardware)

9. Fast Appxlcatlons and Start-up Techniques for Labouratory
Robotics, RB. K. Brown, XK. E. Shariez, P. R. Volk
DEVELOPED (Technique to speed start_up of a laboratory automation system)
INCLUDED_IN_THESE_TECHNIQUES (The concept of sample scheduling and menu
based input)

10.Robotics Automatlon of Spectrophotometric and Klnetlc Assays,
J. F. Williams, P. A. MeGrattan

USED.. FOR TWO_TYPICAL _BIOASSAYS (The Perkln E]mer MasterlLab robotics)

DEVELOPED (Task schedullng trading rules for batch and serial processes)
COMPARED (Manual versus robotics)

ll.Interactive Statistical Graphics, A. J. Wilkse

MADE POSSIBLE THE_CONVERGENCE (Interactive statistical computing and
statistical graphics)

i2. Automated bpectrum Interpretation and Molecule Assembly,
A Recent Merager, B. D. Christie, M. E. Munk

DESCRIBED ( A strategy for the conversion of the spectral properties of

a compound to a set of compatible molecular structures)
SPECTRAL _DATA_AND_MOLECULAR_FORMULA_ARE_EXPRESSED_AS (Two separate sets

of spectrally compatible Fragments)
STRUCTURES_ARE_CONSTRUCTED_FROM (Fragments of the first set)

MOLECULAR_ASSEMBLY_PROCESS_IS_PROSPECTIVELY_CONSTRAINED_BY ( The fragments
in the second set)



13.Pattern Recognition Studies of Complex Chromatographlc Data,

P. C. Jursy, B. K. Lavine

ANALYZED (GC profiles of cuticular hydrocarbon extracts from 179 fire ants)
GC/PR_USED.FOR (Differentiating between European and AFrzcan:zed bees)

14. Self -Training Interpretlve Systems for Unknown Spectra, F. W
MeLafferty, D. B. Stauffer

SELECTED (Some twenty classes of mass spectral data which are 1nd1cat1ve of
particular types of structural features)

MOLECULAR_FEATURES_ARE IDENTIFIED,BY (¢ ‘Matching the unknoun s spectral. data
in each class against the corresponding data of all reference
spectra and checking the best match1ng for the occurrence of
common functionalities)

15.Statistics, Numercial Anaiysis, Artificial Intelllgence and
Quantitative Interpretation of Non-ideal Spectra, G. C. Levy,
E. J. Dudewicaz, T. 4. Harner, F. Delaglio

STATISTICAL_AND_NUMERICAL_ANALYSIS_USED_FOR ( In vivo NMR spectroscopy)

16.Use of Interorganization Networks Among R & D Laboratorles,
D. L. Estrin
DISCUSSED (The organization 1mp11catlons of 1nter-organxzatxon communication
by computer networks)

THE_ANALYSIS_SUPPORTED_BY ¢ Inter-Organization Network among 1ndustr1a] and
university research and development ]aboratory)

17 .LEP3NET and HEPNET: Computer Networks for Research in High-
Energy Physics, H. B. Newman

BISCUSSED ( Experience galned in the p]annxng, design, and implementation
of two networks for high energy: physics)

18.PROPHET Workstatlons and Network Access, B. J. Wozanick, D L.
Franklin

PROPHET_CONSISTS_OF (Graphics workstations and collections of host computers)
HOST_COMPUTER_PROVIDE ( Database, computational, and mail serv1ces)
THE_COMMUNICATION _ARCHITECHTURE_BASED_ON (The Internet Protocol)

19.Wide Area Networks in Support of Research: APPANET BITNET,
CSNET, and NSFNET,R. D. Edmiston

NETWORKS _COMPARED(ARPANET, BITNET, CSNET, NSFNET)
EMPASIS_ON (Support of scientific research)

20.Award Address: (ACS Award for Computers in Chemlstry sponsored by
Digital Equipment uorporatlon )} Electronic Ldboratory, R. E.
Dessy

ELECTORNIC_LABORATORY_CONSISTS_OF( Personal computer, Integrated software
packages, local area networks, laboratory Information Management system

, and mainframe)

DESCRIBED (Introductory lecture of the electronic lab.)

21.Chemical Microsensors, H. Wohltjen

DESCRIBED ( Fabrication techniqgues, operatlng mechanlsh. and typical
performance capabilities of several emerging microsensor technologies)
"EXAMPLES( Surface acoustic wave devices and chemiresistors)

2Z.Laboratory Information Management systems: The Framework of
Laboratory Data access and Scientific Decision-Making, K.
Caserta
DESCRIBED ( Current LIMS technology, choosing or denve]opplng LIMS,

application of EXPERT systems, software uanlcat1on schemes, voice
data entry, project management software)




23.Mainframe Technology in a Laboratory Workstation, §. L. Mullen

IMPLEMENTATION_OF _A_MAINFRAME _ARCHITECTURE_USING_SEMICONDUCTOR_TECHNOLOGY
(MASSCOMP systems) ‘ . :

EQUIPPED_WITHC high speed .integrated real_time subsystem)

UP_TO (2. million samples per second) .

24.Digital Image Processing and Analysis, P, 4. Janeson

APPLICATIONS_INCLUDE (2-D gel-electrophoresis pattern quantit§tion. computer
‘aided microscopy for neurocanatomy, the analysis of particle size and shape)

25.Automated HPLC Methods Deveiopment with Optimization, S. Abbott,
R. Bach, W-H. Chu, J-L, Excoffier, J. Karnicky, T. Sehlabach

DESCRIBED(Expert chromatdéraphic assistance system) .
SYSTEM_PERFORMS( The task o designing, analyzing, optimizing, and trouble

shooting . the HPLC 'separation method)

26.A Laborétory Robotic; Toolbox, &. D. Owens, R. J. Eckstein

ROBOTICS_TOOL _BOX_CONTAINS (Six compartments)
COMPONENTS_IN_COMPARTMENTS ¢ 1. justification and planning tools, 2 robotics
engines composed of microcomputers linked to mechanical manipulators,

« pneumatic components to hande heavy loads, 4., fluid_handling devices,
5. peripheral equipment engineered to be ‘robot-friendly', 6. variety: of
sensors) - ’

27.The Kahlman Filter in Analytical Chemistry: A New Approach for
Solving ©l4 Problems, S. D. Brown

FILTERING_INVOLVES (The fitting of experimental data to some sort of a model)
FITTING_DONE_FOR (To remove noise, to resolve different components, to estimate
parameters) :

KALMAN_FILTER_IS( The newer method for filtering data obtained on chemical
system) . :

DESCRIBED_THE_USE_OF KALMAN_FILTER_IN ( Noise removal, peak resolution,
Parameter estimation, and drift compensation)

28.Energy Calculations and Molecular Dynamics in Protein Engineer-~
ing, M. Levitt

29.Protein Engineering of Yeast Tribse*Phosphate Iéomerasé, G.
Petsko, T. Alber, T. Ahearn, R. Davenpurt, A. Klibanov

SITE_DIRECTED_MUTAGENESIS_USED_TO (Unravel the details of the catalytic mechani

sm, apd i@prove the stability of the Protein against irreversible thermal
inactivation) ) .

30.Furecasting the Commercial Impact of Proteing Engineering,
K. Ulmer- '

EXAMINE (Current status of protein engineering and the central role of
molecular modeling) )
3l.Prediction of Protein Structure, r. Cohen, I. p, Kuntz, g

Abarbanel; R. Fletterick ‘ .
DESCRIBED ( A pattern-matching program to identify turns and other secondary
structures in globular protein) :

32.Computer Tools for the Prediction of Protein Structure, M. J. E.
Stemberg : - :

ONE_CAN_MODEL_BUILD_A_MOLECULE_OF_UNKNOUN_STRUCTURE (Based on the known
conformation of an homologous protein) o '
AREAS_OF_MAJOR_CONFORMATIONAL_CHANGE;ARE (The loop region connecting the
regular. secondary structures) ’

ENERGY_CALCULATION_APPLIED_FOR {The loop region)



33.Computational Tools for Macrostructural Analysis and Comparison,
M. N. Lledman

TOOLS_FOR_ANALYSIS_AND_COMPARISON_OF _MACROMOLECULAR_STRUCTURES_CONSIST _OF

(The linear distance plot, difference linear distance plot, distance matrix)
TOOLS_ENABLED (The separate, gquantitative comparison of secondary, tertiary
and quanternary levels of structure)

STRUCTURAL _SIMILARITY_DEFINED_INDEPENDENTLY_OF _THE_AMINO_ACID_SEQUENCE_HOMOLOGY
_BY (The tools)

CAN_BE_RELATED( The three dimensional structure, physicochemical properties)

34.Designing CompLetely New Protelns, D. Richardson

COMPUTER_GRAPHICS_IS CRUCIAL AT_TWO_DIFFERENT_STAGES (In examxnlng the known
protein structures to derive and evaluate the design rules, in constructing
a model of the proposed structure and modifying it).

AIME (To provide direct experimental tests of the various d331gn rules)
ARE_IN_THE_PROCESS_OF _CONSTRUCTION (8-strand beta sheet sandwitch, a 4- helxx

c]uster)
35.Computer Modeling as a- Predlctlve Tool in Proteln Englneerlng,
R. Bott

SITE_SPECIFIC_MUTAGENESIS_USING_RECOMBINANT_DNA_ EMPLOYED T0 (Change
the enzymatic properties of several ‘.enzymes)
MOLECULAR MODELING USED_TO_PREDICT (Result of single amino acxd substitutions)

36.Computational Approaches to Designing Structually Staole Proteins,
R. Salemme

37.New Loops for 0ld in lhermolv51n, R. C. Lander

FOLD_REVERSIBLY_INTO_FOUR HELIX DOMAINS (The C—termxna] fragments of
thermolysin)

OFFER_A_CONVENIENT _TEST_GROUND_FOR_ THEORIES OF _PROTEIN_FOLDING (These small
domains)

PRESENTED (A method of producing a wide variety of connections between helices)

X HEMIST
& APPLIED SPECTROSCOPY
ATLANTIC CITY,N.J. o MAaRcH 10-14,1986

ON-LINE IDENTIFICATION IN HIGH-PERFORMANCE LIQUID CHROMATOGRAPHY

On-line HPLC/NMR, C.L.Wilkins and D.A.laude Jr.

Ultrasensitive Photothermal Deflection Spectroscopy for L1qu1d
Chromatography, T.W.Collette .and J.H.Griffin

Magic-LC/MS - a Powerful Detector for Liquid Chromatography,
R.F.Browner, P.C.Winkler, D.D.Perkins and L.E.Abbey

Continuous Solvent Elimination HPLC/FT-IR - Recent Developments,
P.R.Griffiths and D.J.J.Fraser

Plasma Emission as an Element-Sensitive Detector for Ligquid:
Chromatography, M.B.Denton, T.R.Smith and R.B.Bilhorn




PERSONAL COMPUTERS IN THE LABORATORY - A TUTORIAL WORKSHOP

I.Selecting and Implementing Systems -
ITI. Instrumental Control and Data Aqu1s1tlon
III. Computer Interfacing

This workshop will begin at the introductory level and w1ll proceed through
to an intermediate level. It is ‘the intention of the lectures that the
attendees, after participating-in the workshop, will be in a position' to
more fully appreciate the following symposium on " Computers .-in: the
Laboratory: Dedicated, Intelligent, and Communicative." Furthermore, for
those who are in a position to purchase hardware,: this workshop will provide
an excellent introduction to the variety of hardware available, much of
which will ‘be available for scrutiny on the exposition floor.

COMPUTERS IN THE .LABORATORY: DEDICATED,INTELLIGENT,AND COMMUNICATIVE

New Laboratory Automation,S.R.Crouch

New Generation of Intelllgent Instrumentatlon, M.B, Denton,
R.B.Bihorn and G.R.Sims

Integrating Laboratory Automatlon, J.Liscouski

Computer languages for Instrumentation, J.P.4very

Some Aspects of Artificial Intelligence for Analytical Chemistry,
D.Betteridge

Panel Discussion -~ Computers in the Laboratory: Where Do We GO
from Here ? , J.P.Avery, S.R.Crouch, M.B. Denton, J.Liscouskt,
D.Betteridge and C.G.Enke ’

ROBOTICS

Hardware Considerations for the Implementation of "Laboratory
Robotics, B.J.McGrattan, C.G.Fisher and P.Barrett

Automated Sample Preparation and Instrument Interfac1ng for
Totally Automated Analyses, K.E.Sharicz, R.K.Brown, A.Martin and
L.Simonson

Error-Free Sample Identification and Analysis from Aquisition to
Final Report, J.S.Poole

Nonroutine Applications of Laboratory Robotics, C.H. LochmuZZer,
K.R.Lung, T.L.Lloyd, M.Kaljurand and M.Koel

Biotechnology Applications of Laboratory Robots, G.L.Hawk and
B.G.Lightbody

Laboratory Robotics for the Pharmaceutical Industry, J.R.Strimaitis
Trends in Laboratory Robotics, F.H.Zenie

EUROPEAN C ) ' i |
BRIGHTON, U.K. _ JuLy 21-25,1986

ECAI is the largest biennial European conference sponsored by the
European Coordlnatlng Commlttee on Artificial Intelllgence and co-
sponsored in 1986 by the Soc1ety for the Study of Artificial
Intelllgence and Slmulatlon Behav1our A tutorial will precede the
conference.

Authors. are invited to submit papers of- substantial, original and
previously unreported research in any aspect of Al, including
previously unreported research in any aspect of Al, including

reports on scientific research as well as industrial applications.




Topics of Interest

For the Scientific Programme:

1. Foudations(incl.Social Issues)

Knowledge Representation

Problem Solving

Knoeledge Acquisition and learning .
Communication(incl.Natural language Proce551ng)
Perception and Robotics

Cognitive Modelling

Appllcaltons(no-1ndustr1al)

. Tools for AI Research

OO e WwN
e o e o a

©o
.

For the Industrial Programme:”

1. Industrial Applications(incl. Expert Systems,Natural
Language Systems, Robotics Applications, Tutoring Systems)

2. Engineering Issues(incl. Managing AI Projects, Follow Up
and Performance Evaluation, User Reactions)

3. Financing(incl. National and International R&D programmes
in AI, AI Companies) .

4. Tools for Building Industrial AI Systems

_86_ THE_NATIONAL CONFERENC R

Philadelphia, PA . August - 11-15, 1986
Sponsored by the American Association for Artificial Intelligence

In response to the growing interest in’AI‘appIicatiOns,
AAAI-86's ‘Technical Program will have two distinct tracks: science
and engineering. The Science track, schéduled for the beginning
of the week, will stress the computational principles underlying
cognition and perception in man and machine. The engineering
track, scheduled for the last two days of the week, will highlight
pragmatic issues that arise in‘applying these computational
principles. Particular attention will be given to in-depth
analyses of problem domalns and novel approaches to 1mp1ementat10n
ad system integration. ‘

Topics of Interest

Authors are invited to submit papers to elther the science
or englneer;ng tracks of the_conference.‘ To fac111tate the review-
ing process, aufhors are asked to explicity ideqtify one particular
track with the Technicél Conferencé and one or more topics from
the following list:

*Applications (e.g., Computer Integrated Manufacturing,

Diagnosis; Enginéering Design, Finance, Process Modeling, -
and Simulation)
*AI and Education




*AI Architectures and Languages - .

*Automated Reasoning (including automatic programming,
commonsense reasoning, design,. diagnosis, planning,
qualitative reasoning, search, and theorem proving)

*Cognitive Modeling ‘ i

*Impacts of AI Technology (including methods of technology
transfer and organizational, economic, adn social implications)

*Knowledge Acquisition and Learning : : o

*Knowledge Representation

*Natural Language (including generation, understanding)

*Perception and Signal Understanding (including speech,
vision, and data interpretation)

*Philosophical and Scientific Foundations

*Robotics

*User Interface Technology

QUANTITATIVE STRUCTURE-ACTIVIT TIONS
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19824  BIR®WIS RmEXHEEFEEHE

A Comparison by QSAR, Crystallography, and Computer Graphics of .
the Inhibition of Various Dihydrofolate Reductases by .5=(X-Benzyl)~
2,4-diamino-pyrimidines, R.LZ, C.Hansch, D.Matthews, J.M.Blaney,
R.Langridge, T.J.Delcamp, 5.S5.Susten and J.H.Freisheim, p.l

Quantitative Comparative Studies on Peripheral and Central
Bradycardia Induced by Imidazolidines, P.B.M.W.M,Timmermans,
A.de Jonge and P.A. van Zwieten, p.8 ’

Absorption of Ionizable Drugs: Nonlihear}Dependence on log P, pKa
and pH - Quantitative Relationships, X.-J.Schaper, p.13

19834 BLEBLS REXHEHE. ¥ B H

Rationalisation Among HeteroCyclic Partition Coefficients Part 1:
The w-Value of Phenyl, 5.J.Lewis, M.S.Mirrlees and P.J.Taylor, p.l

BC(DEF) Coordinates 3.Theire Acquisition from Physical Property
Data, R.D.Cramer III, p.7

BC(DEF) Coordinates 4.Correlations with General Anesthesia, Nerve
Blockade, and Erythrocyte Stabilization, E.D.Cramer Irr, p.1l3



19835 BoORE2S REXEH #F #H R

Structural Informatlon and a Flex1b111ty Index from the Molecular
Connectivity 3 Xp Index, L.B.Kier and L.H. Hall, p.55

2h-Factorial Schemes in Drug Design Exten51ons Increasing
Versatility, V.Austel, p.59

Some- Critical Remarks Concerning the the Inductlve Paramenter g,
Part I: Aliphatic Amines, G.J.Bijloo and R.F. Rekker, P. 66

1983% B2EBIS REXEBE.E B E‘

Prediction of New Leads from a Distance Geometry Blndlng Slte
Model, G.M.Crippen, p.95

Rationalisations among Heterocyclic Partition Coefficients
Part 2: The Azines, S5.J.Lewis, M.S.Mirrless and P.J.Taylor, p.100

Rational Selection of Test Series for QSAR-Analysis, X.-J.Schaper,
p.111

Computer-Assisted Prediction of Bloactlve Compounds Based' on ‘the
Hansch-Fujita Analysis, (. Takayama, ¥, M%yashzta and S. Sasakz, p.1l21

Some Critical Remarks Concerning the Inductive Parameter o1
Part II: Aliphatic Carboxylic Acids, G.J.Btjloo and R.F.Rekker,
p-124

1983  H2%W4S R EEBH F HH
BC(DEF) Coordinates.5.Shape-Specific vs. Orientation-Averaged
Interactions of Neuroleptlcs and’ Other Centrally Drugs: Correlation

of Effects in Five in vitro Test Systems, L.M. Yunger and R.D.
Cramer III, p.l149.

Nonadditivity of l Octano/Water Partltlon Coeffec1ents of
Disubstituted Benzenes: An Explanation and Its Consideration in
Log P Bstimation, W.J.Dunn IIT, Ei.Johansson and S.Wold, pil56

Estimation of Substituent Group Electronic Influence from:
Molecular Connectivity Delta Values, L[.B.XKier and L.H.Hall, p.163

Relationships between Octanol-Water Partition Data, Chromatographic
Indices and Their Dependénce on pH in a Set of Nonsteroidal Anti-
Inflammatory Drugs, ¥.I.La Rotonda, G.Amato, F. Barbato, c. Solzpo
and A, V%ttorwa, P- 168

19845 BIBH1ZT REXHBEF B E

A QSAR study of the ames Mutagenicity of 1- (X-phenyl)-3, 3-dialkyl-
triazenes using molecular potential energy flelds and . molecular
shape analysis, A4.J.Hopfinger, p. 1

Theoretical lnvestlgatlons on interactions betweeen Pharmacon
molecules and receptor models,V: Construction of a model for the
ribosomal binding site of chloramphenlcol H.-D. Holtge and
M.Tintelnot, p.6 :

Correlation and estlmatlon of aqueous solubllltles of polycycllc
aromatic hydrocarbons, R.J.Baker, W.E.Acree,Jr., and C.~e.Tsdi; "’
p.10

Regularities of the partltlon coefflclents of bis,tris,and tetrakls
(acetylacetonato)metal (II, III, and IV) complexes, H. Wataraz,
H.Oshima and N.Suzuki, p.1l7




19844F BIKB2E REXEEBE ¥ #H R

Bliloglcal Receptor Maps.l Steric Maps. The SIBIS Method, I. Motoe,
p.43

Biological Receptor Maps.2 Steric Maps of Benzoate Antlbody and’
Carbonic Anhydrase, I.Motoc, p.47

Correlation Between Affinity Towards B-Adrenerglc Receptors and
Electrostatlc Potentials -of Phenylethylamine Derivatives,

T. SoZmaJer, M,Hodosdek, D.Had3i and I. Lukovits, p.51

Structural Requirements for the Membrane Damaging Effect of Non
Homologous Series’ of Nonionic Tenzides, Structiiral Requlrements '
for the Biological Activity of Ten21des, T.Cserhati, M. Szogyz,
B.Bordas and A.Dobrovoszky, p.56

Selective Antimetastatic Triazenes: A Quantitative’ Approach,
L.Lasstant, C.Nisi, T.Giraldi, G.Sava and R.Cuman, p.59

Some Critical Remarks Concernlng the Inductive’ Parameter o1~
‘Part III: Parametrizaton of the Ortho Effect in Benzoic Acid
Phenols, J.J.Bijloo and R.F.Rekker, p.91

Specificities of Subtilisin BPN' and Intracelluar- Protelnase from
Bacillus Amyloliquefaciens in:Reaction with Organophosphorus‘
Inhibitors, A.4aviksaar, M.Peips, P.Sikk, Y.Y.Strongin, A.N.
Markaryan and V. M.Stepanov, p.96

PCB and:Dioxin Blndlng to Cytosol Receptors- A Theoretlcal Model
Based on Molecular Parameters, J.D.McKinney, G.A.Long and:
L.Pedersen, p.99 i

Predictive Power of Robust Regre551on Applled to QSAR Studies,
I.MOriguchi, K.Komatsu and Y.Matsushita, p.106

Some Critical Remarks Concerning the. Inductive Parameter o¢,-Part
IV: Parametrization of the Ortho Effect in Anilines and Pyridines,
G.J.Bijiloo and R.F.Rekker, p.1l1ll

19845  BIMWAT R EZEEH. E A

Multivariate Structure-Activity Relationships Between Data from
a Battery of Biological Tests and ‘an Ensemble ‘of Structure
Descriptors: The PLS Method, W.J.Dunn,III, S.Wold, U. Edlund
S.Hellberg and . Gastezger, p.131

Quantitative Descrlptlon of a,=-Adrenergic Potency in Terms of
Receptor Affinity and Intrinsic Activity, 4.de Jonge, P.B.M.W. M.
Timmermans and P.A.van Zwieten, p.l43

Chemometric Investigation of Antitumor Tests, C.Ebert, L.Lasstiant,
P.Linda, C.Nisi, S.Alunni and S.Clementi, p.l43

The Application of the PHL Concept to QSAR: Detection of Dta
- Deficiencies Cross Validation of Alien Effects, H.Mager, p.l47

1985%  H4EAEIE R EHBEH E E H

The Anesthetic Activitic and Toxicity of Halogenated Ethyl Methyl
Ethers, a Multivariate QSAR Modelled by PLS, S.Hellberg, S.Wold,
W.J.,Dunn III, J,Gasteiger and M.G.Hutchings, p.l



The Chemical Shift of the Alpha Carbon: in Amino-Acids as a Parameter
for QSAR Studies of Oligopeptides, J.-L.Fauchere and J.Lauterwein,
p.1l1 . .

Topological Pharmacophores: New Methods and Their Application to a
Set of Antimalarials. Part 1: The Methods LOGANA and LOCON, W.J.
Streich and R.Franke, p.l3

Quantitative Structure-Activity Relatiohships in the Displacement
of the Dihydrosafrole Metabolite-Cytochrome P-450 Complex, M.Murray,
C.B.Marcus and C.F.Wilkinson, p.1l8

Quantitative Struéturé—Activity“Relationships,in_the»DisplaCement
of the D - T . ' :

A Quantum Chemical QSAR Study of Carbonic Anhydrase Inhibition by
Sulfonamides. Sulfonamide Carbonic Anhydrase Inhibitors: Quantum
Chemical QSAR, P.G.De Benedetti, M.C.Menziani and. C.Frassineti,
.23 n ;

19854 BARE2S REHEH ¥ # H

Topological Pharmacophores: New Methods and Their Application to a
Set of Antimalarials. Part 2: Results from LOGANA, R.Franke and
W.J.Streiech, p.51 ' ‘ , :
Topological Pharmacophores: New- Methods:and Their Application to a
Set of Antimalarials. Part 3: Results: from. LOGONA, R.Franrnke and
W.J.8treich, p.63 . oo : R

The Prediction of Substituent Interactions in‘Lipophilicity of
Disubstituted Benzenes using RP-HPLC, N.E1 Tayar, H.van de :
Waterbeemd and B.Testa, p.69 : o .

Hansch Approach and Kinetics of Drug Activities, S.Balaz, E.Sturdik
and M.Tichy, p.77 N :

19854 BLEBIT EEEHECE B H

Multiple Regression and Principal Component Analysis of
Antibacterial Activities of Sulfones and Sulfonamides in Whole
Cell and Cell-Free Systems of Various DDS Sensitive and Resistant
Bacterial Strains, E.A.Coats, H.-P.Cordes, V.M.Kulkarni, M.Richter,
K.-J.Schaper, M.Wiese and J.K.Seydel, p.99

A shape Index from Molecular Graphs, L.B.Kier, p.109

A Method for Determining the Theoretical Carcinogenicity of
Polycyclic Aromatic Hydrocarbons, E.Rachin and N.Ralev, p.ll6

Structure - ‘Molar RefractionfRelatiOnships of Alkylsilanes Using
Molecular Connectivity, E.J.Kupchik, p.123




JOURNAL OF CHEMICAL INFORMATION AND COMPUTER SCIENCE

19854110 #5EEAE R EXEH F B H

The Chemical Substance Information Network: User Service Offide
Evaluation and Feedback, J,A.que—CasteZZ and C.Hollister, p.359

Chemical Patent Information: The challenge of Change, Montagu
Hyams, p.365

Polymer Patent Information Systems Could Be Even Better!, Stuart
M.Kaback, p.371 ‘ ; ’ ‘

The Paradox of Patentability Searching, Ediyn §.8immons, p.379

A Numerical Index for Characterizing Data Set Separation, Diana
Hunter LaFemina ‘and Peter C.Jurs, p.386 ‘ ‘

Planning of‘SYnthetic Pathways on the Basis of Synthesis
Strategis, Jakob Hermann Winter, p.389 :
A History of General Subject Indexing at Chemical Abstracts
Service, D.F.Zaye, W.V.Metanomski and A.J.Beach, p.392.

A Versatile, Efficient and Interactive Program To Build Molecular
Structures for Theoretical, James Kao, Charles Eyermann; Loraine
Watt, Robert Maher and Diane Leister, p.400

Procedures for Sorting Chemical Names Chemical Abstracts' Indexes,
Allen C.Isénberg, Joann T.LeMasters, Abe F.Maxwell and Gerald G. :
Vander Stouw, p.410

On Randic's Molecular Identification Numbers, X.Saymanski, W.R.
Muller, J.V.Knop and N.Trinajstic, p.413

End-User Searching: The Amoco Experience, Robert E.Buntrock and
Aldona K.Valicenti, p.415

Can You Teach Me TO Do My Own Searching? Or TailOring Online
Training to the Needs of the End-User, Martha B.Reiter, p.419

Meeting the Needs of the End User, Mary Ann S.Palma.and Charles
Sullivan, p.422 L : . L P
TOSCA: ‘A Topological Synthesis Design by Computer Application,
Reinhard Doenges, Bengt-Thomas Groebel, Herbert Nickelsen and
Juergen. Sander, p.425 : .

19864 27 HXBE1S = R % ﬁ'E»% # H

Replacement-Nodal-Subtractive Nomenclature and Codes of Chemical
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COMPUTERS IN CHEMISTRY
1. Elécﬁronic‘Mail'andVChemistry, P. Lykos

2. "CERL Cluster". Computer-Based Education System,.S. 4. Falk
MiZosevich '

3. Computer Science Track in. Chemistry, R. M. Richman

4. Survey of Chemical Economic Periodicity, R. B. Gayhart, M. A.
Taylor

5. Computer-Based Education on a "COLOSSAL" System, 5. 4. Falk é[
' Milosevich , ‘

6. Computational Chemistry on Microcomputers, X. E. Gilbert

7. Computer Calculation on. Real Chenical Problems, M. E. Schwarts

8. Numerical Integratioh of Compiex Mechanism by the Power Series
‘Method, J. Szamosi

9. Teaching Thermodynamics Through Interactive Computer Graphics,
K. R. Jolls, J. P. Ries, J. E. Finn '

10.Relaxation Spectrometry: Evaluation of Experimental Data, J.
Szamosi

1l.Computer Programs for the Physical Chemistry Laboratory, k. H.
Anderson ,

12.Communication Skills and Technology, P. Lykos
13.Searching Chemical Abstracts Online in Undergraduate Chemistry:

1.CA File, Boolean and Proximity Operators, M. Krumpole, D.
Trimakas, C. Miller

1l4.Searching Chemical Abstracts Online in Undergraduate Chemistry:
2.File Crossover, Structure and Substructure Search in Registry
File, M. Krumpole, D. Trimakas, C. Miller

15.Interactive Videodisc in the Teaching of Chemistry, S. Smith,
L. Jones

16 .Computer-Aided Instruction in the General Chemistry Laboratory,
C. A. Wilkie

l7.Applications.of Molecular Mechanics to Metal Carboqyl Cluster
Compounds, P. L. Blodgan, C. P. Horwitz, D. F. Shriver s




18.Molecular Modeling and Microcomputers, V. S. Goodfellow

19.Protein Structure Prediction on the Personal Computer for Teach-
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20.Computer Animations in the Chemistry Lecture, R. D. MeKeivey
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CHEMICAL EDUCATION

1. Active-Site Modeling, G. Marshall

.2. Evaluation and Estimation of Partition Coefficients, M. G.
Koehler, R. L. Lopez de Compadre, W. J. Dun III, S, Grigoras

3. Computer Tools for Chemists, D. Weininger

4. Using the IBM-PC'in the Laboratory, S. C. Gates

5. Use of Customized Database Programs in the Rapid Identification
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6. Protein Structures, J. Greer
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FuH’Text Database

AABFHEMASRHE BEAE

R s
i Lohic o
Cuadratt 7347 5 Directory of Online Database!2iZ b L I T~ I X~ 2 DY
FRUSRT ., 197981C400TH 727 —F < — 2K I3 1986412 122,901 & HFE i HmL ¢
W, Fl AV IL U - ERKIZEID HA5ANE, LD BONR—ZTHML TV 3,
LT —F X—ANH|ZFull Text Database(A T2 XDBE M TIE BRI N L —BEH D
D, BA»SL L1983EEI L FIATHE L >TER, CNHLXDBOBELBAT 5,

F T—R—-2¥K 12 B HEBY 2 A4 -ERK
1979(k) 400 221 ' 59
1980(%k) 600 340 ' 93
1981(%) 965 512 - 170
1982(#) . 1,350 718 213
1983(K) 1878 | 927 272
1984(#) 2,453 1,189 362
1985(%) 2,764 1,316 S 44
1986(1H) 2,901 1,379 454

81 F—ax—0HiE1.2)

1. £XDBNEH ;

Directory of Online Database!.?) Tid 7 — # ~X — X % Reference Database & Source
Database I kX 5 L . Reference Database i3 Bibliographic & Referral @2&?% I . Source
Databaseld Numeric. Textual-Numeric. Full Text. Software®4MM{ic 4L T\ 3, 2
L T, Full Text(# X DB)idSource DatabaseP—2& L TRA L JICEHL T 3, |

Full Text. Contain records of the complete text of an vitem, e.§., a newspaper item,

a specification, a court decision, or a newsletter.

Fubb, FREOBEMBELT T, —KEHOELF T LKL 27— 7

N—ZMEXDBTH b, COWRIE, BHELENT - ~— 2 5 IBEE S Knowledge

Industry Publicationstt / Data Base Directory T b 1ZiFR L T# %,

2. 2 XDBRERIRIR _
2XDBOTEWEL L T, % ¥ Directory of Online Database?® 19861 52h, & F
B L. TORR, 2290107 —F R—~ZXH5TT2 £ XDBE LTHML T, T4 b
b, 7= R=—AD5FND1IILXDBTH 5,
FYITAVRRTT -9 X—AKEWRBL LTSS, H1ICBRSE B DKIPDT —




ENTER DATABASE NAME_ : KIPD
* WELCOME TO DATA BASE DIRECTORY SERVICE, AN ONLINE PRODUCT
* OF KNOWLEDGE INDUSTRY PUBLICATIONS, INC. IN COOPERATION WITH
+ THE AMERICAN SOCIETY FOR INFORMATION SCIENCE.
+ COPYRIGHT 1984 KNOWLEDGE INDUSTRY PUB'LICATIONS, INC. »
*SIGN ON 0:38:21 03/17/86
KIPD 1983 - JAN 1986
BRS SEARCH MODE - ENTER QUERY :
1_: (82%2 8352 8432 85%2 86%2).AN. (T —-F~x=2K)
RESULT 2608 DOCUMENTS ‘
2__: BIBLIOGRAPHIC.TY.
RESULT 578 DOCUMENTS
3__: REFERRAL.TY.
RESULT ~ 4 DOCUMENTS
4__: DIRECTORY.TY.
RESULT 167 DOCUMENTS
5__: NUMERIC.TY. NOT (TEXTUAL AD/J NUMERIC) TY.
RESULT 458 DOCUMENTS
6__: TEXTUAL ADJ NUMERIC.TY.
RESULT 479 DOCUMENTS
T__: FULL ADJ TEXT.TY. (& XDB#)
RESULT 464 DOCUMENTS o
8 : 234567 . s (Reference Database#k)
RESULT 1932 DOCUMENTS .
9 : 1NOTS - (Source Database¥)
RESULT 676 DOCUMENTS '

X1 23‘(03#&0>=EJ§LK|PDT aa—xfﬁﬁﬁ z‘ﬁH-t:t)UJ)

IR—ADREREFEERT. ZHKIPDF — F ~— RiiData Base Directory® 7+ >~ 3 4
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1_: AGRICULTURE.SU.

RESULT . 30 DOCUMENTS
2__: BIOLOGY.SU. ,
RESULT 5 DOCUMENTS
- 3__: BIOTECHNOLOGY.SU.
RESULT 9 DOCUMENTS
4_: CHEMICALS.SU.
RESULT 29 DOCUMENTS
5_: CHEMISTRY.SU.
RESULT 20 DOCUMENTS
6_: DRUGS.SU.
RESULT 9 DOCUMENTS
" - ¥ 7 S
18_: 123 «eeeee 17 (BT —F~x—-2%)
RESULT 371 DOCUMENTS
19_: 1 AND FULL ADJ TEXT.TY.
RESULT 4 DOCUMENTS
20_: 2 AND FULL ADJ TEXT.TY.
RESULT 0 DOCUMENTS
S CoF 7 S
36_: 192027 - 35 . (£ X DB¥)
RESULT 48 DOCUMENTS . ,
37__: 18 AND (BRS DIALOG SDC).VI. GHIEBHFDLT — F <~ 2 K)
RESULT 77 DOCUMENTS
38__: . 36 AND (BRS DIALOG SDC).VI, (34 Bt £ X DBXK)
RESULT .. 7 DOCUMENTS :
39_: ..P DB,SU,VIIALL BER DMK 2 15R)

1
DB DATABASE NAME: COMBINED HEALTH INFORMATION DATABASE.(CHID).
2 : )
DB DATABASE NAME: _COMPREHENSIVE CORE MEDICAL LIBRARY.(CCML).
3
DB DATABASE NAME: CURRENT RESEARCH INFORMATION SYSTEM U S.
DEPT. OF AGRICULTURE. (CRIS/USDA)
4
DB DATABASE NAME: HEALTH AUDIOVISUAL ONLINE CATALOG - OHIO.
(HAVC).
5 ,
DB DATABASE NAME: DRUG INFORMATION FULLTEXT.(DIF).
6 R
DB DATABASE NAME: IRCS MEDICAL SCIENCE.(IRCS).
7
DB DATABASE NAME: ‘ACS JOURNALS ONLINE. (CHEM FULL TEXT; CFTX;
AMERICAN CHEMICAL SOCIETY PRIMARY JOURNAL DATA BASE)
SU SUBJECTS: - Chemistry.
VI VENDOR/PRICE INFO: BRS, cost/connect hour $50 royalty/hour, plus $16 to
$35/hour BRS fee, plus telecommunication cost of $8 to $14/hour as of March
1985; $.48/page offline print.
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1) “Directory of Online Database”. Cuadra Associates, Inc., 6(3), Spring 1985.

2) “Directory of Online Database”. Cuadra/Elsevier, 7(1), January 1986,

3) [ER F—FNR—2R ], F—F~<—2H - 2HAHBKKR, BHCOFSA, XL
AT AL | -

4) Cohen, S. M.; Schermer, C. A.; Garsen, L. R. “Experimental Program for Online
Access for ACS Primary Documents”, J. Chem. Inf. Comput. Sci., 1980, 20, 247-252.

5) Terrant, S. W.; Garson, L. R.; Meyers, B. E.; Cohen, S, M. “Online Searching: Full
Text of American Chemical Society Primary Journals”, J. Chem. Inf. Comput. Sci.,
1984, 24, 230-235. '




CALENDAR

Date Title Organizer Place
1-4 June Symposium on Com- Contact:Dr.P.G.Mezey Saskatoon
putational and Dept. of Chemistry Canada
Mathematical Univ. of Saskatchewan,
Chemistry Saskatoon, Saskatchewan
Canada S7N OWO
22=26 June Computer Vision Contact:CVPR, PO Box: Miami Beach
and Pattern 639, Silver Spring FL, USA
Reconition MD 20901, USA
Tel: (301)589-8142,
TWX:710 825 0437
‘ IEEECOMPSO
23-27 June -9th Canadian Contact:Mrs S. J. Toronto
Symposium on McClelland, Canada
Theoretical Dept. of Chemistry,
Chemistry ‘Univ. of Toronto,
80 St. George Street,
Toronto, Ontario
M58 1Al, Canada
4-8 Gordon ‘Research .Contact:Dr. K. B. New
August Conference: on Lipkowitz, Hampton
Computational Dept. of Chemistry NH, USA
Chemistry IUPUI, Indianapolis,
IN 46223, USA
Tel:(317)9231321
31 August International Contact:Prof. E. Riva Del
-5 September Symposium on Clementi, IBM Garda,
Structure and Corporation, Italy

Dynamics, in

Biomolecules

Dept. 48B/428,
Neighborhood Road,
Kingston, NY 12401,
USA, Tel: (914)
385-4964
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SECOND SYMPOSIUM ON CHEMICAL [NFORMATION

The "Centre National de |'lnformation Chimique™ (CNIC, or French
National  Center for Chemical Information) 1Is organizing the  Second
Symposium on Chemical ‘Information. This meeting will be held on November
13 and 14, 1986 In Lyon, at the Palais des Congrés.

The aim of the second symposium is to organize round-table discussions
on ways and means of mastering chemical Information, Including existing
metheds as well as the eventual development or adaptation of new methods.

Chemical information has ftwo main characferisfics :

- The outstanding development of chemical production for the past 20
years (more than 400,000 new compounds created every year) presents a real
problem of Information In all activity fields that are concerned by these
discoveries.

- |n fact, never obsolete, +this Information is abundant, complex and
scattered In many different works and hundreds of databanks -witose ~approach
is often difficult.

This symposium is Intended, of course, for the Information speclalists
in chemistry, but also all the persons working In large, mediums small size
companies, research centers, marketing or legal divisions, concerned by the
new technics and new ways to take advantage of the chemical Information,
including pharmacology, cosmetology., biotechnology. S

Several topics will be discussed :

usage of Information related fo patents,
- safefy. toxlcology, regulations and standards,

- computer asslsted synthesis chemical reactions and relational
studles,

- business information concerning chemistry,

- from rew Informatlion to refined information,
- the evolution in chemical information.

A round table discussion will be organized on each of these topics,
during which the main elements for consideration will be presented first In
the form of papers by three or four experts, with total presentation time:
for the papers being about one hour, to'be fol lowed by a general dlscussion
including the participation of experts and of members ‘of the audience.
This second part will last for about the same time.




During this symposium» organizations offering services related to
chemical Information will have the opportunity to make demonstrations and
to present their products.

This symposium will have an International dimension. Several experts
from different european countries,. USA and Japan and Information policy
makers from developlng counfries will actively participate.

The papers may be In enfher French ‘or English. Simultaneous
interpretation will be provided so that the parficlpanfs may use elther
language.

Registration and organization :

PACKAGE - 55; montée de Choulans = 69323 LYON Cedex 05
Tél ~ 78.42.29.53
Télex = PACK 330 295

COMPUTERS & CHEMISTRY

19854 B I BRBL S WXHEE. FH. H
An algorithm to generate the compact name of benzenoid hydrocarbons,
J. Cioslowski and A. M. Turek, p.247

An application of computer animation in the study of dynamical
aspects of nonadiabatic transtitions in the Li-H, system, XK. Mizutant,
M. Toyama, K. Taguchi and S. Matsumoto, p.259

Chemical draftsman (CDRAFT), L. Watt and J. Kao, p.269
Programmable Calculator Section

Programme de simulation de spectres RMN 2°Si obtenus par inversion
selective de population, M. Grignon-Dubois et M., Laguerre, p.279

Evaluation of one-center Coulomb integrals involving s-functions
by a programmable calculator, Y. Hase, p. 285

Application Section

An algorithm for entering mathematical functions as input to a
FORTRAN program, J. R. Kingsley, and R. L. Hilderbrandt, p. 289

Calculation of the crystal field Hamiltohian for an arbitrary
distribution of ligands, H. G. Hecht, p. 295

A low cost system for the graphical dlsplay of space fllllng models
of proteins, AR. Rowlett, p.301

An inexpensive chromatographic data system for the Apple II+, R. S.
Tse, p. 317

e N




Book Reviews
Pascal for FORTRAN Programmers, by Robert Weiss and Charles Seiter,
D. F. DeTar, p.325

Computer Education of Chenmists, edlted by Peter Lykos, D. F. DeTar,
P.325

198645108815 wWXEBR. EH. K

The Choice of initial vectors for the calculation of the eigenvectors
of multiple eigenvalues of a symmetric trl—dlagonal matrix by
Wielandt's iteration, C. Opitsz, p.l

Computer pattern recognition of !3C nmr data for classification of
glycosides, XK. R. Beerwinkle, R. C. Beier and B. P. Mundy, p.3

The use of PROLOG as a proteln querylng language, 4. J. Morffew and
5. J. P. Todd, p.9

;(o Ion trajectory modelling in time-~dependent poténtial fields: Appli-
’ cation to RF-only gquadrupoles, B. E. WzZson, J. W. Chai:and C. E.
Enke, p.l5 ‘

Programmable Calculator Section

Evaluation of normal frequencies for isotopic nonlinear X-Y-Z mole-
cules by a programmable calculator, P. Paneth p.21

Applications Section

Computer program for determining the porous texture of solids using
a modified Broekhoff-DE Boer method, J. B. Parra Soto and C. Otero
Arvean, p. 27 '

Configuring ‘a dual processor based microcomputer as an integrator
for chromatography appllcatlons, H. Gunasingham, K. P. Ang and P. C.
Thiak, p.31 '

Construction of the crystal field Hamiltonian for f-electrons accord-
ing to the angular overlap model for an arbitray distribution of
ligands, H. G. Hecht, p.4l

An interactive computer program to draw Newman projections, J. Xao

and L. Watt, p.47

7 Note o : ,

ﬂ Warning to the users of the "Geomo" program system, R. Voets, L.
C. Van Poucke and J. P. Frangozs, p.81

Book Review

Microcomputers in the Process Industry, by E. R. Robinson, Delos

F. DeTar, p.83 .




JOURNAL MOLECULAR GRAPHICS

1986488 4 8815 (3 A) WmXEH. FH. R

Measurement of protein surface shape by solid angles, ¥ L Connolly,
p.3 ,

Conformational studies on histamine H,-receptor antagonists: deduct-
ion of a simple structure—act1v1ty relationship, M Tintelnot and
H-D HOltje, p.7

Pharmacophoric pattern matching in files of 3-D chemical structires:
selection of interatomic distance screens, S E Jakes and P Willett,
p.1l2

Computer-aided structural comparisons of clonidine and guanfacine
- with cyclazocine, B J Cheney and J Kalantar, p.21

Electrostatic potentials of the alpha helix dipole and of elastase,
R J Abraham, B D Hudson, W A Thomas and A Krohn, p.28

Central nervous wywtem drug design, P R Andrews, E J Lloyd, J L
Martin and S L A Munro, p.4l

Statistical method for surface pattern-matching between dissimilar
molecules: electrostatic potentials and accessible surfaces, S
Namasivayam and P M Dean, p.46

Similarities of pharmacophoric patterns revealed by the MEP of
metoclopramide, molindone and piquindone, a subgroup of dopamine
D-2 receptor antagonists, # van de Waterbeemed, P A Carrupt and B
Testa, p.51

AnalySLS of the pharmacological properties of clozapine analogues
using molecular electrostatic potential surfaces, H P Weber, T
Lybrand, U Singh and P Kollman, p.56

Approach to modelling specificity determinants in receptor-ligand
complexes: congeners of serotonin, M N Liebman, p.61

Computer graphic‘modelling in drug design: conformational analysis
of dihydrofolate reductase inhibitors, V Cody, p.69
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WORLD CONGRESS IIT OF CHEMICAL ENGINEERING

KEIO PLAZA HOTEL,
TOKYQO, JAPAN

SEPT, 21(SUN) 25(THUR) , 1986 ;
SPONSORED BY: THE ASIAN PACIFIC CONFEDERATION OF CHEMICAL ENGINEERING
~ THE INTERAMERICAN CONFEDERATION OF CHEMICAL. ENGINEERING
THE EUROPEAN FEDERATION OF CHEMICAL ENGINEERING
ORGANIZED BY!: THE SOCIETY OF CHEMICAL ENGINEERS, JAPAN
- 'SESSION' l-a: Marketing
SESSION l-b: Manufacturing Productivity in the Chemical Industry
SESSION l-c: Management and Uncertainty Analysis

SESSION 2-a: International Cooperation in the Field of Chemlcal
’ Englneerlng

SESSION 2-b: Technology Transfer

SESSION 3 : Economic and Technological Outlook for Chemical
Industry in the 1990s(I)

SESSION 4-a: University Education, Continuing Education and In-
House Training Programs (I)

SESSION 4-b: The Impact of Computer Developments on: Chemical engi-
neering Education

SESSION 5-a: New Material Processiong (I)
SESSION 5-b: Novel Processes in Chemical Industry (I)
SESSION 5-c: Robotics in Chemical Industry

SESSION 6-a: Energy Conservation and Analysis (I)

SESSION 6-b: Coal and 0il Utilization (I)




SESSION

SESSION

SESSION

SESSION .

SESSION

SESSION

SESSION

SESSION

SESSION
SESSION
SESSION
SESSiON
SESSION
SESSION
SESSION

SESSION

SESSION
SESSION
SESSION
SESSION
SESSION

SESSION

SESSION

SESSION
SESSION

SESSION

8-f:
8-g:

8~h:

Renewable and Alternative Energy (II)
Thermal Energy Storage: (I)

Topics in Nuclear Industry (I)

Energy Efficient Chemical Processes (I)

Physical Properties, Phase Equilibria and Thermodynamics

(1)

Rheology and Flow Fluids (I)
Heat Transfer (I)

Mass Transfer (I)
Evaporation (I)

Drying (T)

Distillation (I)

Gas Absorption (I)
E#traction and Leaching (I)
Adsorption and Ion Exchange (I}
Crystallization (I)-

Powders and Aerosol Properties and Powder Technology
(1) . , .

Solid-Liquid Separation (I)

Membrane Technology (I)

Mixing and Agitation (I)

Fluidization (I)

Reaction Kinetics: (I)

Reactor Design (i)

Catalysis (I)

Bioengiheering and Bioreactor Design (I)
Food Processing

Biomedical Engineering




SESSION ll-a: Materials and their Applications(I)
SESSION ll-b: Polymer Processing (I)
SESSION 12 : Computer Applications in Chemical Engineering(I)

1. Knowledge-Based Systems for Process Synthesis, (. D. Mehta and
L. T. Fan (Kangsas State University, KS, U.S.A.)

2. An Expert System for Optimization in Chemical Engineering, S.
" Stoyanov, J. Tellalyan and R. Pavlova (Higher Institute of
Chemical Technology, Sofia, Bulgaria)

3. A Knowledge Engineering Approach to Oxygenation Reactions—- -
Production Rules for Singlet Oxygen Reactions, K. Yamaguchi,
Y. Ikeda, H. Fukuji and T. Fueno (Osaka University, Osaka, Japan)
4. Distillation Control System Synthesis by Expert System, X.
Niida and T. Umeda (Chiyoda Chemical Engineering & Construction
Co., Ltd., Yokohama, Japan)

5. A Knowledge-Based Consultation System for Designing Distillation
Process, 5. Ohe (Tokai University, Hiratsuka, Japan)

6. Expert System Based Fault Diagnoses in Fluid Catalytic Cracking
Processes, D. Q. Qian and Y. Z. Lu (Zhejiang University,
Hangahou, China)

7. A Consultant System for the Operation at the Emergency of the

Chemical Plant, H. Matsuyama, H. Kayano and X. Tano (Kyushu
University, Fukuoka, Japan)

SESSION 13 : Environmental Chemical Engineering (I)

SESSION 14 : Safety in Chemical Plants (I)
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192np ACS NaT1ONAL MEETING

ES

ANAHEIM, CALIFORNIA _ sepT, 7-12, 1986

DIVISION OF COMPUTERS IN CHEMISTRY

Tuesday Afternoon

Tenth Annlversary of the Division of Computers in Chemlstry.
Symp051um on the History of Computlng In Chemistry-=-III Numerical
Appllcatlons

1. Hlstory of Computational Quantum Chemistry, H.F.Schaefer

2. Evolution. of Monte Carlo and Molecular Dynamics Calculations,.
~ B. J AZder

3. Computatlonal Chemical Dynamics, D.G.Truhlar
4. Molecular Mechanics 1930-86, N.4.Allinger
5. History of Computers in Crystallography, W.R.Busing

6. Digital Computers in Analytical Chemlstry, T.L.Isenhour, J.C.
Marshall

Wedenesday Morning

7. Cptimization Algorithms for HPLC/NMR, D.A.Laude, Jr.,C.L.Wilkins

8. Algorithms for Interpretation of GC/FTIR/MS Data, J.R.Cooper,
R.S.Brown, C.L.Wilkins, I.C.Bowater

9. Cornell Analysis of Guggenheim Treated Data, R. Bartzatt
10.Computer Application in Clinical Research, G.P.Shragg

Wedenesday Afternoon
General

1ll.Generation of Molecular Structures from Spectral Inferences
by Reduction-A New Method for Computer-Assisted. Structure Elu
cidation ., B.D.Christie, M.E.Munk

12.CONCORD: Rapld Generation of High Quality Approximate 3-Dimen-
sional Molecular Coordinates, A. Rushinko IIrr, J.M.Skell, R.
BaZduccz, R.S8.Pearlman

13.Molecular Structure Analysis: Quantitation'of "Idealized"
Symmetry, S.F.Watkins ‘

l4.Chemical Structure Searchlng on the IBM-PC from a 5 1/4" Floppy
Disk, 5. Gould




15.Searching with Data Translated from PC Plot Files, S.Gould

16.Computation of Boiling Points of o-Heterocyclic Compounds,
M.A.AbuBighit, M.A.Makhyoun

17 .FFTUTOR-A Real-Time Look at Fourier Transforms, M.D.Johnston,
JR. ‘

18.Implementing a Coupled Contaminant Transport Model on the Intel
iPSC/d6 Hypercube Computer, J.B.Drake, V.S.Tripathi, G.T.Yeh

19.Proper Scaling Imprbves the Levenbert-Marquardt Method Employed
in Sulfur Plant Simulation, Z.Saleem, D.H.Chen

20.Pilot Plant Inventory and Purchase Requisitions on a Micro-
computer Network, J.A.Hofmann,Jr.,E.R.FZuck,E.J.Watson,T.R.
Brunner ‘ :

DIVISION OF THE HISTORY OF CHEMISTRY L

Tenth Anniversary of COMP Division: ' '
Symposium on the History of Computing In Chemistry, .

cosponsored with Division of Computers in Chemistry

1. ACS Computer Secretariat: Functions and History, D.Edelson,
R.J.Marcus o

2. Federal Funding for Computing in Chemistry, E.F.Hayes

3.History of the Quantum Chemistry Program Exchange (QCPE) , R.W.
Counts

4. NRCC-Long Gestation and Short Life, P.Lykos ,
5. Impact of Computers on Chemical Literature, W.V.Metanomskl
" 6. Molecular Graphics Since 1964, R.Langridge

7. Evolution of the Chemical Database, J.D.Dill, J.G.Nourse
8. Elucidating Organic Chemicals with Computers, C.4.Shelley
9. Synthesis Planning: the Computer's Role, W.T.Wipke
10.History of Computers in Instruction, §.5.8mith

DIVISION OF SMALL CHEMICAL BUSINESS &3t

1. Data Acquisition and Analyses Software in Third-Generation
PCs, M.Goldstein :

2. PC Graphics: from Data Analysis to Presentations, G.O0uichi

3. Scientific Document Preparation Using Personal and Mainframe
Computers, J.W.Root

4. Sales Lead Management, D.D.Ritson ,
5. Mazer Chemicals Software Solutions, J.4.Lambert
6. Financial Management Applications with LOTUS I,II,III, F.Shipley

7. Data Processing Decisions of a Small Chemical Company, F.
Mattes IIT ’




DIVISION OF CHEMICAL EDUCATION &F:fE

Symposium on Computer-Assisted Instruction in Chemistry

1.

7.

CHEMCIL, MOLDISP, AND SCRIPTWRITER: Three Software Tools
for Incorporation of 3D Molecular Graphics into CAI for
Medical Chemistry; M.B.Boiger -

ChemSmart: a Compound/Reaction Database, 5. Gould
Chemistry Authoring System and Interactive Testing (CASIT):
Customized CAI Software, S.S.Zimmerman -

Effective, Inexpen:siv.'ek Laboratory Computing: SERAPHIM' Labo=-
ratory Modules, J.W.Moore,P.P.Miles,K.Hart,am,P, Barker,J.K.
Estell,M.Rasmussen

Computer vs. the Student: Who is 'in- Control?, R.Cornelius,
D.Cabrol,C.Cachet ‘ - ' :

Chemistry on a Spreadsheet, J.Van Houten

CAI in Crystallography and Structural Chemistry, S.F.Watkins,
F.R.Fronczek i

COMPUTER SECRETARIAT PROGRAM L3R

Thursday, September 11, 1986

Chemists Workstations
Applications of Personal Computers in Chemical Research

1.
2.

6.
7.
8.

The Chemist's Workstation, R.Z.Dessy

An IBM PC Based Robotics 'SyStem for the Labofatory, P.Barrett,
B.J.Megrattan o

Molecular Modeling in the Personal Computer Environment, W.E.
Brugger :

Applications of the Chemist's Personal Software Series in the
Chemist's Workstation, D,L.del Rey

Defining the Chemist's Workstation at Eastman Kodak, S.M. Newmann
The Personal Computer and the Mainframe, R.L.Swann
An Electronic Notebook for Chemists, J.Figueras

Comparison of Micro-Based Chemical Structure Management
Software for Chemists, D.E.Meyer

DIVISION OF CHEMICAL INFORMATION

1. END USER TRAINING AND SEARCH STATION
FOR FACULTY AT HUMBOLDT STATE UNIVER-
SITY. Sharon S. Chadwick, Library, Humboldt
State University, Arcata, CA 95521.




IN ORDER TO FACILITATE BIBLIOGRAPHIC RESEARCH, LIBRARY BEGAN OFFERING
A COURSE FOR FACULTY AND USERS. THE COURSE IS TEAM TAUGHT BY FOUR ONLINE
SEARCHERS. THE ORGANIZATION OF THE COURSE AND MICROCOMPUTER SEARCH STATION

WILL BE DISCUSSED.

2. CHEMICAL GRAPHICS—BRINGING CHEMISTS
INTO THE PICTURE. Trisha M. Johns, G.D.

Searle & Ca., 4711 Searle Parkway, Skokie, IL
60077.

NOW WE HAVE GOOD CHEMICAL STRUCTURE GRAPHICS SYSTEMS AND INEXPENSIVE.

GRAPHICS TERMINALS, THE COMPUTER BREAKTHROUGH FOR CHEMISTS CAME WITH:
MACCS, SYNLIB, AND MACINTOSH.

OM APPLICAITON IN OCCUPATIONAL ;

> :Eig.'rn;-l AND SAFETY. Roger L. Cackeriine, Ir- “ 11
win, A. Rodin, Robert Whiting, Canadian Cantre ‘ : ‘ | |
tor Occupationai Heaith and Satfety, 250 M:m (
Street East, Hamiiton, Ontario L8N 1H6, Canada.

M.
ON-LINE FILE OF MATERIAL SAFETY UATA SHEETS HAS BEEN FORMATTED ON Cp RO

4. AN ONLINE, INTERACTIVE SYSTEM TO TRACE,
INVENTORY, AND STORE DATA ON RESEARCH
AND COMMERCIAL CHEMICALS AT THE PHILIP
MORRIS RESEARCH CENTER, Charity E., McDon-
ald, Research and Development Department, :
Philip Morris USA, P.O. Box 26583, Richmond, : n
VA 23261. ' : 11

TRACK IS AN ONLINE, INTERACTIVE CHEMICAL INFORMATION SYSTEM WHICH RESIDES

ON DECsystem—2060. THE OBJECTIVES OF TRACK ARE TO BE ABLE TO DETERMINE TYPES
AND QUANTITIES OF LABORATORY CHEMICALS THAT HAVE POTENTIAL ‘HAZARDS.

5. A COMPARISON OF AVAILABLE MICROCOM-
PUTER BIBLIOGRAPHIC SEARCHING SOFT- - - |
WARE. Judith M. Hushon and Thomas J. Conry. o : _ o A:,k
Boit Beranek & Newman, 1300 N. 17th Street, o '
Arlington, VA 22209, :

SCI-MATE, IN-SERACH, SEARCH-MASTER, PC/NET LINK AND MICRO-CSIN ARE EVALUATE,

6. CRITICAL ISSUES IN MICROCOMPUTER GATE-
WAY DESIGN: THE MICRO-CSIN EXPERIENCE,
Thomas J. Canry and Judith M. Hushon, Boit
Beranek & Newman, 1300 N. 17th Street, Arling-
‘ton, VA 22208.

MICROCOMPUTER GATEWAY TECHNOLOGY HAS BEEN OISCUSSED.




7. RECRUITING CHEMISTS FOR AN ABSTRACTING
AND INFORMATION SERVICE. J.T. Dickman,
G.0. Platau, Chemical Abstracts Service, P.O.
Box 3012, Columbus, OH 43210.

FOUR PRINCIPAL APPROACHES WHICH CAS FOLLOWS IN RECRUTING HAVE BEEN
DESCRIBED,

8. DEVELOPMENT OF A TOPOLOGICAL-TO-FRAG-
MENTATION CONVERSION PROGRAM. Michael
L. Langdon, Kathleen E, Shenton, Peter Norton,
Edgar A. Ferns, Derwent Publications, 128 Theo-
blads Road, L.ondon WC1X 8RP, Great Britain.

DERWENT PUBLICATION HAS CREATED A TOPOLOGICAL-TO-FRAGMENTATION CONVERSION
PROGRAM FOR PRODUCING FRAGMENTATION CODE SEARCH STRATEGIES FROM A GRAPHICAL
STRUCTURE INPUT.

9. INORGANIC CHEMICAL STRUCTURE SEARCH-
ING, Peter F. Rusch, Ph.D., Dialog Information
Services, Inc., 3460 Hillview Avenue, Palo Alto,
CA 94304.

COMPUTER BASED SEARCHES OF INORGANIC COMPOUNDS, POLYMERS AND THEIR ASSOCIATE
STEREOCHEMISTRY CAN BE ACHIEVED USING TEXT SEARCH METHOOS.

10. STEREOISOMER REPRESENTATION IN STRUC-
TURE DATABASES. Jean P, Gay, Michel Petit-
jean, Telesystems-Questel, 83-85, Boulevard
Vincent Auriol, 75013 Paris, France.

~ THE DARC STRUCTURE SEARCH SYSTEM HAS THE CAPABILITY OF STORING AND SEARCHING
STEREOCHEMISTRY USING CONNECTION TABLES.

11. THE CAS REGISTRY - SYSTEM: IMPROVED
TREATMENT OF POLYMERS, BIOLOGICAL MA-
CROMOLECULES AND STEREOCHEMISTRY, -
William Fisanick, Patton M. Giles, and Karen A.
Sanderson, Chemical Abstracts Service, P.O.
Box 3012, Columbus, OH 43210.

A COMPLETE REVIEW OF ALL ASPECTS OF THE CAS REGISTRY SYSTEM 1S BEING

UNBERTAKEN IN ORDER TO DETERMINE WHERE CHANGES SHOULD BE MADE TO PROVIDE
THE BASIS FOR GROWTH.

12. WHY CHEMISTS NEED THREE-DIMENSIONAL
REPRESENTATIONS OF CHEMICAL STRUC-
TURES, Deborah A. Dunn, Chemical Design Ltd.,
Inc., Suite 120, 200 Route 17 South, Mahwah, NJ
07430, and E. Keith Davies, Clive E. Briant,
Chemical Design Ltd., Unit 12, 7 West Way, Ox-
ford OX2 OJB, U.K.




COMPUTER AIDED MOLECULAR MODELING AS A RESEARCH TOOL AND THE NEED FOR
THREE -DIMENSIONAL REPRESENTATIONS OF STRUCTURES WILL BE DISCUSSED.

13. INTRODUCTION TO THE SYMPOSIUM ON
GENERIC STRUCTURE SEARCHING, John M.
Barnard. Barnard Chemical Information Lid., 43
Nethergreen Road, Sheffield S11 7EH, United
Kingdom. )
AN OVERVIEW IS GIVEN OF RESEARCH ON GENERIC STRUCTURE STORAGE AND

RETRIEVAL.

14. CHEMICAL ABSTRACTS SERVICE MARKUSH
(GENERIC) STRUCTURE SYSTEM: |. STRUC-
TURE REPRESENTATION AND SEARCH CAPA-
BILITIES. W. Fisanick, Chemical Abstracts Ser-
vice, P.O. Box 3012, Columbus, OH 43210.

CAS IS DEVELOPPING A TOPOLOGICALLY-BASED SYSTEM FOR THE STORAGE AND
RETRIEVAL OF MARKUSH STRUCTURES.

15. HANDLING MARKUSH FORMULAE IN PATENTS
WITH THE DARC PMS SOFTWARE. Jean-Claude
Roussel, Peter Norton, Kathleen E. Shenton,
Catherine Roesch. Telesystemes DARC, 83-85
Boulevard Vincent Auriol, 75013 Paris, France.

TELESYSTEMES 1S DEVELOPPING A NEW SYSTEM FOR MARKUSH FORMULAE BASED

ON A CONTRACT WITH DERWENT AND FRENCH PATENT OFFICE. A FORMULA IS DESCRIBED

BY A CONNECTION TABLE IN WHICH EACH GROUP. ARE SEPARATELY GIVEN.

16. DEVELOPMENT OF THE DERWENT MARKUSH
GRAPHICS DATABASE FOR PATENTS, Edgar A.
Ferns, Kathleen E. Shenton, Peter Norton,
Michael L. Langdon. Derwent Publications, 128
Theobalds Road, London WC1X B8RP, Great
Britain.

WE HAVE ARRIVED AT PRAGMATIC SOLUTIONS TO PROBLEMS OF DATABASES
COMPRISING MARKUSH STRUCTURES, BY INTRODUCINQ SUPERATOM  CONCEPTS.

17. GENERATION OF THE GREMAS CODE FROM
GRAPHICAL INPUT OF GENERIC STRUCTURES. -
A.G. Kolb, G. Stiegler. IDC Internationale Doku-
mentationsgesellschaft flir Chemie mbH, Otto-
Voiger Strasse 19, 6231 Sulzbach (Taunus),
Federal Republic of Germany. ’

LYNCH'S GENSAL(GRAPHICAL INPUT SYSTEM FOR GENERIC STRUCTURES) WILL BE

APPLIED AT IDC FOR GRAPHICAL INPUT OF GENERICS, FOLLOWED BY MACHINE-GENERATIC
OF GREMAS-CODE.




18. REDUCED CHEMICAL GRAPHS, AND THEIR AP-
PLICATION IN GENERIC CHEMICAL STRUC-
TURE, W. Dethlefsen, G.M. Downs, V.J. Gillet,
M.F. Lynch, P. Venkataram, J.V. Wood. Depart-
ment of Information Studies, University of Shef-
field, Western Bank, Sheffield S10 2TN, United
Kingdom.
CONCEPT OF REDUCED GRAPH HAS BEEN APPLIED TO GENERIC STRUCTURE.

T8. USE OF REACTION DATABASES TO SUPPORT
ORGANIC SYNTHESIS PROGRAMS, P.E. Blower,
Jr,, Chemical Abstracts Service, P.O. Box 3012,
Columbus, OH 43210.

COMING CAS REACTIONS DATABASE MAY BE USED IN THE PROCESS OF PREPARING
KNOWLEDGE BASES NEEDED BY SYNTHESIS PROGRAMS.

20. ORAC: AN INTELLIGENT DATABASE SYSTEM @i
FOR INDEXING AND RETRIEVAL OF REACTION ' ¥
DATA, A.P. Johnson, C. Marshall, A.P.F. Cook, ‘
K.M. Higgins and G.A. Hopkinson, Department of
Organic Chemistry, University of Leeds, Leeds
LS2 94T, England.

THE ORAC SYSTEM STORES KEYWORDS OF VARIOUS TYPES, REACTION CONOITIONS
: \ XACT
. YIELDS, STRUCTURAL INFORMATION ON PRODUCTS AND REACTANTS, AND THE EXA
ATOM-TO-ATOM CORRESPONDENCES IN GOING FROM REACTANTS TO PRODUCTS.

21. THE PLANNING OF SYNTHESES WITH THE AID
OF SYNLIB. M. Bersohn, Department of Chemis-
try, University of Toronto, Toronto, Canada M5S
1A1.

THE USERS WOULD NOT WANT TO ATTEMPT. ANY SYNTHESIS IN THE FUTURE
WITHOUT FIRST CONSULTING SYNLIB. THERE WERE NO REACTIONS RETRIEVED
FOR WHICH UNACCEPTABLE YIELDS WERE ‘REPORTED.

. CURRENT LITERATURE FILE (CLF): A
2 ;';EABASE OF RECENT CHEMICAL REACTIONS 5 .' @H
FOR USE WITH REACCS™, M. Gall, W. Thaisri- /|
vongs, J. Torrado and M. Weinshelbaum, The‘
Upjohn Company, Kalamazoo, M! 49001, and
MDL, 2132 Farallon Drive, San Leandro, CA
94577. .
THE FIRST RELEASE OF CLF HAS BEEN COMPLETED. WHILE THE DATABASE

CONTAINS REACTIONS FROM DOZENS OF JOURNAL COVERING A 35 YEARS PERIOD,
"UVER 90 % Ur REACTIONS WERE ORIGINALLY PUBLISHED DURING THE PERIOD

1983-1985.




23. INNOVATIVE APPLICATIONS OF REACCS IN
SYNTHESIS PLANNING. W. Todd Wipke, G.
Grethe, T. Moock, J. Nourse, D. Grier, Molecular
Design Ltd., 2132 Farallon Drive, San Leandro,
CA 94577.

WE WILL DESCRIBE HOW REACCS ALLOWS CHEMIST FULL ACCESS TO THE RECOURCE
TO SOLVE SYNTHESIS PROBLEMS AND HOW REACCS CAN ASSIST THE CHEMIST. IN
DISCOVERING NEW RELATIONSHIPS.

24. BIOSYNTHESIS—METABOLIC PATHWAYS DA-
TABASE, S. Barcza, L.A. Kelly, C.D. Lenz, San-
doz Research Institute, Route 10, East Hanover,
NJ 07936.

A PROTOTYPE BIOSYNTHESIS-METABOLIC PATHWAYS DATABASE WAS DESIGNED
EMPLOYING THE MACCS. THE DATABASE, 'CQNTAINING (SUB)STRUCTURE~SEARCHABLE
STEREOSTRUCTURES, WAS IMPLEMENTED BY LINKING REGISTRY NUMBERS QF PRODUCTS
WITH SUBSTRATES, COFACTORS, BY-PRODUCTS, ETC.

25. IMAGINARY TRANSITION STRUCTURES (ITS).
UNITARY REPRESENTATION OF ORGANIC RE-
ACTIONS. Shinsaku Fujita, Research Laborato-
ries, Ashigara, Fuji Photo Film Co., Ltd., Minami-
Ashigara, Kanagawa, Japan 250-01

THE ITS OF A REACTION IS AN EXTENDED STRUCTURE FORMULA IN UHICH
REACTANTS ARE SUPERPOSED TOPOLOGICALLY UPCN PRODUCTS. IN THIS SYSTEM,
RETRIEVAL OF AN DRGANIC REACTION IS REPLACED BY SUBSTRUCTURE-SEARCH
OF ITS’S. |

26. COMBINING CHEMICAL STRUCTURES WITH
DATA AND TEXT ON A MICROCOMPUTER, Wil-
llam G. Town, Hampden Data Services Lid,
Hampden Cottage, Abingdon Road, Clifton
Hampton, Abingdon, Oxon, England 0X14 3EG.

THE PERSONAL CHEMICAL INFORMATION SYSTEM WILL BE OISCUSSED,

27. DESIGN AND DEVELOPMENT OF AN INTERAC-
TIVE CHEMICAL STRUCTURE EDITOR. J.A.
McDaniel and A.E. Fein, Fein-Marquart Associ-:
ates, Inc., 7215 York Road, Baitimore, MD 21212.

AN INTERACTIVE, GRAPHICALLY ORIENTED MICROCOMPUTER-BASED STRUCTURE
EDITOR WIL BE DESCRIBED.

28. MOLMOUSE, A UNIVERSAL INPUT PROGRAM
FOR CHEMICAL STRUCTURES. Christa
Ditschke, Jean-Pierre Lentz and Clemens
Jochum, Bellstein-Iinstitut,  Varrentrappstr.
40-42, D-6000 Frankturt 90, West Germany.




TO BUILD THE STRUCTURE FILE FROM THE BEILSTEIN-HANDBOOK AND
BEILSTEIN-ABSTRACT, MORE THAN 4 MILLION CHEMICAL STRUCTURES HAVE TO BE
ENTERED MANUALLY. THE MICROCOMPUTER BASED GRAPHICS STRUCTURE INPUT
PROGRAM MOLMOUSE HAS BEEN DEVELOPED.

29, SANDRA: STRUCTURE GRAPH IN / POINTERS
TO BEILSTEIN OUT. Alexander Lawson, Beil-
stein-insfitute, Varrentrappstr. 40-42, D-6000
Frankfurt 90, West Germany.

SANDRA WAS DESIGNED TO REVOLUTIONIZE ACCESS TO BEILSTEIN,
THE PROGRAM INCORPORATES AN AUTOMATIC ALGORITHM BASED ON THE BEILSTEIN
SYSTEM AND DELIVERS POINTERS TO THE HANDBOOK FROM A GRAPHIC INPUT.

30. THE NCI D'RUG INFORMATION SYSTEM. A SYS- q '
TEM WHICH RELIES HEAVILY ON GRAPHICSA. Ik
G.W.A. Miine, Landow Bldg., Room 5A04, NIH, 3

Bethesda, MD 20892.
THE NCI DRUG INFORMATION SYSTEM PROVIDES INTERACTIVE ACCESS TO ALL

THE DATA THAT HAVE BEEN ACCUMULATED DURING THE 30 YEARS OF THE NCI
ANTITUMOR SCREENING PROGRAM. HALF A MILLION COMPOUNDS CONTAINED AND

THE SIZE 1S APPROACHING 4 BILLION BYTES.

31. COMPUTER GRAPHICS AT THE ACS. J.M. San-
derson and D.L. Dayton, Chemical Abstracts Ser-
vice Columbus. OH 43210.

THE COMPUTER SYSTEMS TO PROVIDE CHEMICAL STRUCTURES FOR ACS
PUBLICATIONS AND FOR STN INTERNATIONAL VIA MESSENGER SOFTWARE ARE
DESCRIBED. +tHE ACS IS ALSO INVOLVED WITH THE DEVELOPMENT OF COMPUTER
GRAPHICS SOFTWARE TO AUTOMATE THE U,S. PATENT OFFICE AND TO LOAD
A FILE OF GERMAN PATENTS ON STN INTERNATIONAL.

IN°- CHEMICAL INFORMATION AND END-USER
TRAINING. R.E. Buntrock, Amoco Corp., Amoco
Research Center, Naperville, IL 60566.

FILES LOADED ON SDC HAVE BEEN USED PRIMARILY. REASONS FOR THESE

32. USE OF SDC ONLINE FILES FOR INSTRUCTION @P 1

CHOICES PLUS EVOLUTION AND FUTURE OF THE PFéOGRAMS WILL BE DESCRIBED.

33. USE OF ORBIT SEARCHMASTER IN A RE-
SEARCH INFORMATION DEPARTMENT. M.K.
Gall, L.M. Minkiewicz, Mobil R&D Corporation,
Research Department, Pauisboro, NJ 08068.

WE WILL DISCUSS THE USE OF ORBIT SEARCHMASTER SOFTWARE TO BUILD SCRIPT
FOR SEARCHES. ’




34. THE END-USER IN ANALYTICAL CHEMISTRY: A
PROBLEM SOLVED, P. Read, Royal Society of
Chemistry, The University, Nottingham, NG7
2RD United Kingdom.
THE RSC’S DATABASE ANALYTICAL ABSTRACT ONLINE IS NOW AVAILABLE TO ASSIST

IN LITERATURE SEACHING. IT ENABLES SIMPLE SEARCH STRATEGIES TO RECOVER
THE REQUIRED INFORMATION WITHOUT RETRIEVING UNWANTED MATERIAL.
35. CROSSFILE SEARCHING IN COMPLEMENTARY

CHEMICAL DATABASES. B.R. Weckend, ORBIT -

Search Service, 2525 Colorado Avenus,. Santa
Maonica. CA 90408,

LIMITING A SUBJECT SEARCH TC ONE OR TWO FAMILIAR DATABASE CAN RESULT
IN SIGNIFICANT L0SS OF RELEVANT INFORMATION. THE ANALYSIS OF THE RESULTQ.
OF ‘A SAMPLE SEARCH PERFORMED IN SEVERAL DATA'BASEES WILL BE A MGDEL OF
FOR FUTURE DATABASE CHOICE DECISIGNS,

36. EVERY MAN FOR HIMSELF: END-USERS KNOW
WHAT THEY WANT—BUT, DO THEY KNOW
WHAT THEY'LL GET? Steven F. Read, Chemical
Marketing Research Center, SRl Internationai,
333 Ravenswood Ave., Menio Park, CA 94025,

SRI‘S CHEMICAL ECONOMICS HANDBOOK PROGRAM HAS RECENTLY COMPLETED A TWO
YEAR PROJECT TO CONVERT ITS 6000 RECORD DATA BASE TO AN ONLINE-COMPATIBLE
FULL TEXT FORMAT. THE ALREADY FLEXIBLE ORBIT INFORMATION RETRIEVAL SYSTEM
WAS CUSTOMIZED TO ACCOMODATE BOTH THE UNUSUAL REQUIREMENTS OF FULL TEXT CEH
DATA AND OUR GOAL OF PAINLESS AND LOGICAL ACCESS. -

37. NEW FEATURES ON ORBIT. J.A. Chuck, ORBIT
Search Service, 2525 Colorado Avenue, Santa
Monica, CA 90408,

A NUMBER OF NEW AND ENMANCED FEATURES ON ORBIT WILL BE DISCUSS.ED'. NEW
DATABASES (JAPIO. CLAIMS, ANALYTICAL ABSTRACT) WILL BE PRESENTED, |

_‘10 —




SECOND SYMPOSIUM ON CHEMICAL INFORMATION

LYON | . , , . - NovemBer 13-14, 1986

THURSDAY NOVEMBER 13, 1986

OPENING SESSION.
First round-table.

USAGE OF INFORMATION RELATED TO PATENTS
President : Dr A. KOLB, I.DC., FRANKFURT (RFA).
_Rapporteur ; C. DUTHEUIL, CNIC-(‘France)_.

Introductory papers :

J-P. GAY, Télésystémes-Questel (France) and
K. SHENTON, Derwent Publications (U.K.)
“The processing of Markush formulae”.

N. FARMER, C.AS. (USA).

“C.A.S. patent information services : past, present and future”

M. MOUREAU and A. GIRARD, L.LF.P. (France)

“Statistical analysis of patents”

U. SCHOCH-GRUBLER, BASF (RFA)
“Impact of patent law on documentation - Report on the PDG workmg group Impact

M. GAUMONT, Rhéne-Poulenc (France)
“The use of documentation by the patent specialist’.

Second round-table.

SAFETY, TOXICITY - REGULATIONS AND STANDARDS
President : Pr. J-M. ROUZIOUX, Edouard-Herriot Hospital (France).
Rapporteur : J. PERSOZ, UIC (France).

Introductory papers :

M. LAFOREST, INRS (France)

“Chemical safety forecasts”

M. GOVAERT-LEPICARD and M. MOSTIN, Centre Belge Anti-Poisons (Belgique)

“Emergency toxicological information : the needs and the possibilities to answer'”.
. J-C. AUBRUN, Rhéne-Poulenc (France)

“The application of the toxicological data in the industry”.

D. LAHEYNE, Elf-Aquitaine (France)

“Regulations concerning chemicals”,

Third round-table.

FROM RAW INFORMATION TO REFINED INFORMATION
President : Dr A. HAYGARTH-JACKSON, IC.l., Macclefleld (U.K.).
Rapporteur ; F. JAKOBIAK, ATOCHEM (France).

Introductory papers :
- H. MLODZICK, C!BA GEIGY (CH)
“Use of the microcomputer for online searching”
Ch. GRUZON, GUERBET (France)
“The mformatlon specialist role in a medium size company”.
B. VANDEGINSTE, Catholic University of NIJMEGEN (Netherlands)
“Chemometrics for the extraction of information from large datasets”.
J. MORIN, EUREQUIP (France)
“lnformation and management”,




FRIDAY, NOVEMBER 14, 1986

The program for this second day is grganized in sucha Way to leave time to attendees 1o visit the
databanks producers and online vendors to have presentations and demonstrations. This is the
reason why the 4th and the 5th round table will be held at the same time.

The last round table will be at 3:30 p:m. Several dlstlngmshed persons from France and foreign
countries will take part in the debate. At the end, a general synthesns and conclusion of the
sympos:um will be presented.

“Fourth round-tabie.

BUSINESS INFORMATION CONCERNING CHEMISTRY
President : J.. LUCAS, Director General of Informations Chimie {France).
Rapporteur : Ph. CLIMENT, DIXIT (France).

Introductory papers :

B. CARRERE, U.IC. (France)
“Business information ; Forecast or guess 7"

M.-F. MAZIERES, ATOCHEM (France)
“Business information databanks and their {imits”

G.-E. VAILLANT, TGI (France)

“Provided information to small and medlum size companles What the AHIST offer”,
Y. FUJIWARA, JICST (Japan) -

“Chemical information produced andlor used in Japan®

Fifth round-tabie,

COMPUTER ASSISTED SYNTHESIS, - '
CHEMICAL REACTIONS AND RELATIONAL STUDIES
President : G. KAUFMANN, CNRS, Université of Strasbourg | (France).
Rapporteur : R. PICCHIOTTINO, NEIMAN (France).

Introduétory papers :

J. BARNARD, Barnard Chemical Information Ltd (U K.) :
“Problems and solutions for retrieval of chemical reaction |nformat|on”
S. NORTH, GLAXO (UK.}

“Chemlcal reaction information : What afe the uset neads 7"

G. SICOURI, ITODYS (France)

“Use of chemical reaction databanks in computer assisted synthesm"
M. CHASTRETTE, University Claude-Bernard in Lycn (France)

“Multivariate analysw of data for the identification of structures and study of structure activity
relatlonsmps"
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- SCIENTIFIC COMPUTINGvAND AUTOMATION
(EUROPE) )

CONFERENCE (anp EXHIBITION)

RAI CONGRESS CENTRE, _
AMSTERDAM, THE NETHERLANDS - 13-15 may 1987

This will be Europe's first conference and exhibition
specifically for computing and automation in the séiences.

Scientific Computing and Automation (Europe) will be the
European counterpart to its successful sister meeting in the USA

carrying the same name.

SCA Europe will be supported by a number of European societies,
among the Royal Society of Chemistry, and will be held at the
RAI Congress Centre in Amsterdam; between 13-15th May, 1987.
A full scientific program will form the backbone of the meeting.
The program will be set up by a distinguished scientific'board
under the chairmanship of Prof. D.L.Massart from the Vrije
Universiteit of Brussels, Brussels, Belgium.

A number of workshops and short courses will also be run in
conjunction with the conference. k ; ’

SCA Europe will devote both its ihterdisciplinafy and sci-
entific parallel sessions to the latest advances in computing
and automation in the scientific environment. ' '

These include chemistry (pharmaceutical, analytical, clinical,
synthesis), the life sciences (clinical, microbiological),

engineering and technology (bio, materials, chemical)and physics

(mainly applied geophysics).
Within the framework of these three specialist fields, the
international scientific community will be able to share their

experinces in:

o




Computing (Artificial Intelligence, expert systems, image analysis,
Computer Aided Learning (CAL), pattern recognition, molecular

graphics, databases, simulation and off~the-shelf software, etc.)
Automation (LIMS, networking, data acquisition, sensors, process
control, etc.) : ' _ ] g
Robotics (Laboratory products) 3§§

CALL FOR PAPERS

All the plenary and disciplinary sessions will be chaired
by specialists in their own field who will also sit on the scient-
fic program committee and thus ensure the high quality of submitted
papers. You are invited to send you abstracts to

Prof. D.L.Massart,

Vrije Universiteit of Brussels,
Laarbeeklaan 103,

B-1090 Brussels,

Belgium.

AUTOMATED REASONING IN CHEMISTRY (ARCH ‘87)

BUDAPEST, HUNGARY 27-29 may 1987

The Cbmmittee_for Analytical Chemistry of the Hungarian f‘”‘
Academy of Sciences, The Computer Working Group of the Hungarian :hV
Chemical Society and The Institute of Isotopes is pleased to k

invite you to the conference "Arch '87 Automated Reasoning in
Chemistry"” to be organised in Budapest between 27-29 May 1987,

in order to discuss recent trends and problems of the application
of cohtemporary mathematical techniques in chemistry, especially
in analytical chemistry. '

MAIN TOPICS

-Automated Structure Elucidation
~Expert Systems :
~Handling of Chemical Structures

~Molecular Modelling ‘
-Simulation

|
|
The conference is now announced and papers are called for.
|
-Synthesis Planning
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applyaing the methods of the
-automated reasoning
-applied logic
-combinatorics
~graph theory
-model and set theory
-problem solving
topology

PARTICIPATION

If you are interested in participation so return the enclos-
ed reply form not later than 30, September 1986. If you suggest
to send this announcement to further colleagues please let us
"know as soon -as possible. Second circular and application forms
for participation and accommodation will be sent in January 1987.

CONTRIBUTIONS

Besides general reviews on selected fields, cdntributed
papers are planned to be presented in three different forms:

-10-15 minute long oral presentations followed by a short
discussion;

~posters;

-in the frame of panel discussions, where-some selected
papers would be reviewed by a dicussion leader and discussed by
tye participants in more detail.

Arch '87 Conference
Institute of Isotopes
H~1525 Budapest
P.0.B. 77

Hungary

INTERNATIONAL CONFERENCE ON GRAPH THEORY AND TOPOLOGY IN CHEMISTRY

UNIV. OF GEORGIA,
ATHENS, GEORGIA, USA MARCH 15-20,1987

This Conference will be held at the Georgia Center for
Continuing Education on the campus of the University of Georgia,
Athens, Georgia, U.S.A., under the sponsorship of the U.S. Office
of Naval Research. The purpose of thie conference is the simu-
lation of interactions between chemists and mathematicians.
Through such interactions we hope to acquaint chemists with new
methods in topology and graph theory and mathematicians with

'%




problems of current chemical interest. Of particular interest
is the use of graph-theoretical or topological models for the
description of systems of chemical interest, including the
prediction of the properties of materials having new or unusual
properties.

All the conference activities will be at the Georgia Center
for Continuing Education on the campus of the University of
Georgia, Athens,; Georgia, U.S.A.

Conference Schedule--Participants are expected to arrive in Athens
on the evening of Sunday, March 15. Formal sessions will begin
on Monday morning, March 16.

Application--Persons interested in participating in this confer-
ence should complete and return the attached application form '
by October 21, 1986. The Conference fee will be $150.00 for

each participant. This fee will include a barbecue on Wednesday
night, March 17, as well as four luncheons during the days of
the Conference. Further information concerning the arrangements
will be sent to you upon receipt of the application form. The
deadline for payment of the Conference fee is Feburary 24, 1987.

Conference Presentations--All those wishing to present a paper

at the Conference should submit an abstract of the paper to the
Conference organizers by October 21, 1986. Participants will be
advised whether their presentation should be in the form of a
contributed paper (30 minutes) or a short communication (15 min-
utes). All participants are urged to use transparencies suitable
for projectioh by an overhead projector. ,

Conference Volume--A book containing papers presented at this
Conference will be published by Elsevier Scientific Publishing
Company. Ordering information for this book will be provided at
the Conference. '

ks Prof. R. Bruce King
- International Conference on Graph Theory and
Topology In Chemistry
Department of Chemistry
The University of Georgia
Athens, Georgia, 30601
U.S.A.
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Scientific Communication Pathways: An overview and Introduction
to a Symposium, D. F. Zaye and W. V. Metanomski ,p.43

Primary Jounals Today and Tomorrow, D. H. Michael Bowen ,p.45

Scientometrics with Some Emphasis on Communication at Scientific
Meetings and Through the "Invisible College", W. S. Lyon: P.47

Two Programs To Further Popular Literacy in Technology, Carl F.
Aten, P.52

A Least-Squares Digital Filter for Repetitive Data Acquisition,
Scott L. Nickolaisen and Stephen E. Bialkowski, P.57

Comparison of Manual and Online Searches of Chemical abstracts,
E. Akaho, A. Bandai and M. Fujii.P.59

IDC Inorganic Chemicals Data Base. 2. Utilization of Chemical
Abstracts Service Data Bases for the IDC Inorganic Chemistry
Documentation System, Fritsz Ehrhardt and Horst Roschkowski, P.63

Chemical Graphs. 43, FORTRAN IV Program for Computing the Numbers
of General Cublic Graphs on p Vertices, Alezandru T. .Balaban,
Romul Vancea, Ioan Motoe, and Stefan Holban, P.72

Stereo Numbers, Cosets, and the Configuratidn Symmetry Group,
John W. Meleod: P77

ACS Committee on Nomenclature: ' Annual Report for 1985, Xurt L.
Loening : P.83

Book Reviews

A Handbook of Com i ; , .
John P. Lowe ., p_g%utatlonalkChemlstrY- By Tim Clark Reviewed by

COMPUTERS & CHEMISTRY
1986108825 wXEE. &K

Computer analysis to produce univocal reaction set i

: i s: Possible
application to the analysis of complex mixtures L

Arbelot and M, Chanon, p.85 i r I b dyme, M.

A simple way to calculate the axis of an d-helix, Johan 5qvist,p.97

Internal sort modules based on two-way merge algori -
n ) rithms . .
Bunge and G. Cisneros, p.101 ? g O F

Sorting large lists of small items: A module for i ifi
- ) : : scientificall
oriented applications, ¢. F. Bunge and G. Cisneros, p.109 Y
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Bin sort module to order large list of small items: A module for
scientifically oriented applications, @. Cisneros, E. Poulain and
C.F. Bunge, p.l35

A modular package for efficient 1/0 operations, G, Cisneros and
C.F.Bunge, p.153

Recent improvements to FANTASIA, a target transformatlon factor
analysis program, P.K.Hopke and S. Dharmavaram, p.163
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Implementation of macromolecular mechanics program on a CYBER 205
supercomputer, S.L. Gallion, R. M. Levy, P.K.Weiner and F, Hirata ,p.165

A spectral matching system for MS/MS data, X.P.Cross and C.G.Enke,p.175

Microcomputer based programs for the analysis and simulation of
presteady state kinetics, T. Brittain, 183

Programmable microcomputer-controlled ramp generator for use in
electrochemical experiments, E. Roldan, M. Dominguez and D.
Gonzalesz~ Argona, p.187 ’

High performance microcomputer molecular modelling, D.N.J.White,
J. Kelvin Tyler and M.R.Lindley, p.193

Improved data processing for electroanalytlcal measurements, K.
Kaleher and C. Jorde, p.201

Application Section
Computer. graphics with lines of variable thickness, P, Senn, p.219

Caluculation of NMR spectra of substituted benzenes using a micro-
computer, R. 4. Newmark, p.223

Ewald's method for calculating lattice sums in ionic crystals, W.
K. Winnett and C.P.Nash, p.229

Comments on papers concerning computer enumeration permutation
isomers, H.Dolhaine, J.S5.Garavelli and J.E.Leonard, p.239
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7 2 U LR OB EEBENRIT LT 5 - ORI, Conputer Series & L
TREEE2 Ve R LARERERI AT E T,
19854 1 AEMS12A B CORBREOERE FRICRLE S,

Journal of Chemical Education. Volume 62 (1985) No.1~12

 Computers and the High School Chemistry Teacher: Some Precepts
for Their Use, George Grehold, p.236

Introducing Chemistry Undergraduate Students to Online Chemicai
Information Retrieval, Yecheskel Wolman, p.315"




Computer Series, 59, p. 309

gow Learning Theory Can Help Produce Better Software, J. Dudley
erron

CAPE: A Computer'Program to Assist with Practical Assessment,
Peter M. May, Kevin Murray, and David R. Williams

Computer Seriés,k60: 'Bits and Pieces, 23, p.410 2
edited by John W. Moore
A Science Fair Display of Chromatography of Inks, G.5L.
Breneman and 0.J. Parker - . :
Analytical Chemistry Program Set, James K. Hardy

Microcomputer-Assisted Drills in Organic Synthesis, R. Barone.
B. Ribero, B. Gilbert, and R. Meyer

MOLPIX~A Program for Generating and Displaying Molecular
Structures, Milton D. Johnston, Jr. prayng :

Chemical Arithmetic on a Pocket Computer, Patrick L. Pollet

Computer Series, 62: Bits and Pieces, 25, p.687
edited by John W. Moore

A FORTH-Language, Computer-Controlled Potentiométric Titration,
A.4.Verbeek

Coulometric Titrations Using Computer-Interfaced Potentiometric
Endpoint Detection, Paul D. Greemnspan, David E. Burchfield,
and Hans Veening

Interfacing a Scanning Infrared Spectrophotometer to a Micro-
computer, B.M.Mattson, T.R.Shepherd, and J.F.Solsky

Demonstrations of Signal-to-Noise Enhancement: Digital
Filtering, L. Glasser

Inexpensive apple II/Photometer Interfacing, Thomas Russo

Computer Series, 63:, p.791
edited by John W. Moore

One Run Kinetics-A Computer Program, Richard T. 0'Neill,
‘Robert ‘A. Lodder, and Steven M. Scheifers

An Undergraduate Program on Computer Interfacing, Robert J.
Anderson and Paul H. Woodworth
Computer Series, 64 .866
i ' P edited by John W. Moore
Experiments in Software Data Handling, Robert Q. Thompson

Computer-Assisted Quantitative Infrared Conformational Analysis
£ rB~Unsaturated Ketones, P. Tisnes and M. Perry




- Computer Series, 65: Bits and Pieces, 26, p.1024

edited by John W. Moore

A Microcomputer-Based System for Filing Test Questions and
Assembling Examinations, George Vogel

Microcomputer Use in Practical and Simulated Experiments of
Gamma Rays Scattering by Outer Shell Electrons, D. CabroZ
G. Mallet, and T. Chauvet

An Interactive, Screen-Oriented, General Linear Regression
Program, Bhairav D. Joshti

Graphics Drill and Game Programs for Benzene Synthesis, Patrick
J. Flash

FUTURE ACS MEETINGS

ACS@MMMg@&@&5Kﬁ@?ﬁT?°

Denver, Aprll 5= lO, 1987

5 copies of 150 words abstract (orlglnal on ACS Abstract
Form ) by Nov. 15, 1986, For General Papers only, 1 copy

of draft 150-word abstract by Oct. 1, 1986: 5 copies of final

abstract for accepted General Papers by Nov. 15, 1986.

General Papers. J.L.Witiak, Rohm & Haas Co., 727 Norristown
Rd., Spring House, PA 19477, (215)641-7820

End-Users Speak: What End-Users Want, Like, and Dislike
and How They Obtain Information. . R.R.Dueltgen, Information
Services, 3M, 201-25-09 3M Center, St. Paul, MN 55144-1000,
(612)733-5857 : :

Data/Information Resource Management (DRM/IRM). M.K.
Landsberg, Exxon Research & Engineering Co., PO Box 101,
Florham Park, NJ 07932, (201)765-2856

Personal Computer Information Software and Communication
Packages. L.R.Garson, American Chemical Society, 1155 Six-
teenth St., N.W., Washington, D.C.20036, (202)872-4541

Laboratory Information Management: ' (Information Storage
and Retrieval Aspects of Laboratory Automation. (Chair and
speakers sought.) ,

New Orleans, August 30~-September 4, 1987
"5 copies of 150-word abstract (original on ACS abstract Form)

by April 1, 1987. For General Papers only, 1 copy of draft

150-word -abstract by March 1, 1987; 5 copies of final abstract

for accepted General Papers by April 1, 1987.




General Papers. J.L.Witiak, Rohm & Haas Co., 727 Norristown
Rd., Spring House, PA 19477, (215)614-7820

Methods for the Electronic Submission of Manuscripts for
Publication. M. Brogan, American Chemical Society, PO Box
3330, Columbus, OH 43210, (614)421-3660

Ergonomics~Human Factors. L. Normore, Chemical Abstracts y
Service, PO Box 3012, Columbus, OH 43210,(614)421-3600

Chemical-Emergency Response. B. Vasta, National Library of
Medicine, 8600 Rockville Pike, Bethesda, MD 20209, (301)
496-1131 ,

Selecting In-House Indexing and Retrieval Software. M.D.
Rosenberg, Philip Morris Research Center, PO Box 26583,
Richmond, VA 23261, (804)274-2000

Herman Skolnik Award Symposium. {(Invited Papers Only) W.V.
Metanomski, Chemical Abstracts Service. PO Box 3012, Columbus,
OH 43210, (614)421-3631

Information Liability and Malpractice. (Chair and speakers
sought)

Information Entrepreneurs.(Chair sought)

Noordwijkerhout, The Netherlands, (Leeuwenhorst Conference Center)
May 30-June 4, 1987
"Chemlcal Structures-The International Language of Chemistry,"
An International Chemical Information Conference, cosponsored
by the Division of Chemical Information, The Chemical Struct-
ure Association, and the Chemical Information Groups of the
Royal Society of Chemistry and the German Chemical Society.

Structure Searching and End-Users: Training, Front-ends and

" Gateways, Indexing for End-Users, Structure Input and Retrieval
Techniques, Ergonomics, Etc. D.K.Johnson, Exxon Research and
Engineering Co., PO Box 101, Florham Park, NJ 07932, (201)
765-3119

New' Technology, Databases, Chemical Reactions, Etc. W.G.Town,
Hampden Data Services Ltd., Hampden Cottage, Abingdon Rd4.,
Clifton Hampden, Abingdon, Oxon, O0X1l4 3EG, U. K., 1-011-44-
86-730=7273 : ' .

Toronto, June 5-11, 1988
5 copies of 150-word abstract (original on ACS Abstract Form)
by Oct. 15, 1987. For General Papers only, 1 copy of draft
150~word abstract by Sept. 1, 1987; 5 copies of final abstract
for accepted General Papers by Oct. 15, 1987.

General Papers. J.L.Witiak, Rohm & Haas Co., 727 Norristown
Rd., Spring House, PA 19477, (215)641- -7820

The Peer Review Process. D.H.M.Bowen, American Chemical 8001ety,
1155 Sixteenth St., N.W., Washington, D.C.20036, (202)872-
4600

A CODATA Symposium on Numerical Data. D.R.Lide, National Bureau
of Standards, Gaithersburg, MD 20899, (301)921-2467 and G.
Wood, Canada Institute for Scientific and Technical Inform-
ation, National Research Council, Montreal, Rd., Ottawa,ON

K1A 0S2, Canada, (613)993-1600
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Management of Technical Reports:  Content, Writing and Editing,

Capture, Indexing, Storage, and Retrieval. D.K.Johnson, Exxon
Research and Engineering Co., PO Box 101, Florham Park, NJ-
07932, (201)765-3119 : »

H. Skolnik Award Symposium. (Invited Papers Only)J.L.Witiak

Journal of Mathematical Chemistry BTN OV TD=a—2R

A new journal to called the Journal of Mathematical Chemistry will commence
publication in January, 1987. The publisher of the journal will be the Baltzer
Publishing Company of Basel, Switzerland, and its editor will be Dr. D.H. Rouvray
of the University of Georgia. The new journal will appear quarterly at the outset
and then more frequently if there are sufficient numbers of contributions to
warrant this. Each issue will comprise approximateiy 100 pages which will be
devoted to contributions in the form of full papers, reviews, notes, and letters.
Sample copies of the new journal will be available in January, 1987,

The first issue of the new journal will contain a review by Professor Sumners
and full papers by Professors Balaban, Gutman, Hosoya, King, Ladik, Mezey,
Randié, Trinajsti€ and (in some cases) their coworkers. The topics covered will
include the topology of chemical knyo‘t_s, the énergies of chenﬁcal tree graphs,
‘the Wheland polynomial, the energies “of polyfner unit cells, chirality and

permutation groups, and topological indices with low degeneracy.

Manuscripts for the new journal should be submitted to the Editor at the following
address: '

Dr. D.H. Rouvray

Chemistry Department

University of Georgia

Athens, Georgia 30602

United States of America
Contributions may be in the form of full papers, reviews, notes (i.e. up to one
half a full paper), and letters (i.e. a maximum of six sides of double-spaced typing).
At the moment, timely reviews are urgently sought for the new journ'al; it is
anticipated that each issue wil contain one review. All contributions will be
reviewed by at least two referees before being accepted for publication.




 What to publish? Any paper whlch contains a nontrivial appllcatlon of mathematics
to a problem of chemical mterest. The journal is not suitable ‘for the pubhcation
of more or less routine results obtained from (say) quantum-chemical calculations,

" as it isnot intended to be a journal of computational chemistry. When to publish?
The first two issues of the journal are now complete and are being processed
for publication. To make the journal a success, however, contributions are going
to be needed from everyone involved in the area of mathematical chemistry. -
Your contributions are therefore eagerly sought ‘and should be sent NOW!
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BPhEETUES K.

QSARaﬁ%777410x
&ﬂﬁﬁ&%v%ﬁﬁiwmwﬁm%mrab&¥ﬁ&aémf69# FhEHERA
WTRHD-THRTHBIILETERWD., AVE2-RT53 749 AR ZOERIKE
AThB, XBBERF T, EHDEODVAZILNEE - BBERDTEE, ThAN
EERTOZRANGEORABMEL YOI 2 dbVYEaVELOod, TEEOFEHEDE
DEERZ2DOERFNLEI TV EHEABNLOBEREIEHI>ERT EZ2H. IBET
HHEEBWNVL2FS, UHYKOBEL*RFHLELSIETCYUAYRORBIREYDOLI R
BAEZ205BEL. TORWERIBREOESBUOBEC Y O>NET 202 EEN
WHEBTZREDIIh>TEE, ELAE. BREZAFIVONRRSL VICXZMKSEI
BOWTRQSARBUIIBE4DERB DL IERR - ERHEABDERNFERERE
YOBEKEILKELEELTWVWRLEZHhTWS, QSARHFRCBIZ3Z0BOWEILE
FHIHBEVWOTZIOEBRT2CELIRDTHAE2IN, MOFETHELTHLAH
HEKLEBTHD., 22T FITS5 T4 97 ANBETE, XBEREBFETRDL AEAN
NAVHSFHORFOLKLEEN RIS FLUTCERBRIATFIVEBWT. avEa~4
Ao THROEE L BERBRRT 2> TH 3. FHXFTB33L_A(VQHT, Fuyv
. 7oy, R RTy. . RAYy, XYY, PITv. AVFZY, 72 NVTFT
CUTHEREIABBD UL ELODUETCHELAIRERBAKEOHNEFBRBEhIDT
5. tLTBREBIAF VOB KEBHRE YR CO0BAHMOPRKISEVLEIYVZIAT
LESZLBBTHIZILAITEZS., UHVRABRLLYIZEFLAIEBER TR YIRAL
ODEMEYAY. KOBENEIRLSKEBELRATWEZEADLS,

k28 EDTS 24 v 7 ARE

{LEREDTS 74 v V) ARFRIHEBEZOEALATH S, 2RABEEHLSIRTE
BERAZIRI LU IVARNUBENEBD 2L ATEE. ZOLEHFEDIIFHE
Do HFEELERLTRIORZ2RANEEFNEUTHAZOVDITHIARNVE -
EFHEL. ChOBMEK K> T3 RAETFNALLLET2HETHSE. 2RAHH 3K
FAMELETE Lo EHERECAETTRRS. BEEHEEE - EELTHTFMEA
PHRFEEEIFIEDLDAELBOBRILY I AdH. BRIV R—-A~-YarviZxEnwe &
RESULELIWD., COXDLILFAERE. A, HeEE. —HAXHELER
ETHBRETIZILICE S THELRoE, TE3RAEBE:EELTHRDIEDILIEED
HEA*SEZAEFThTIV., EFZXNVFEF-DBNMEICI->TEALNE 3 KRAEER
BFIFEOEFEEFBHELUTCIVEE. JUERLRA TR0 ERBE T EFRn
CTEHRHBRLTELRETH D,

BEXLHAKFETAE Z0FZIOHBTREL LENWZILZI LA TEDZDTT S 74
VT ABEEYHEBOVILRERERY LE. REEEYOREL AN, £H. DEL
BHEEESQFRILBYUIAELAYRBUIBLYDEBE TERIAIN B O TRV AF AL
KRB TRLZSHAVYR-—FR V" THY. IS5 74 9 AFHKTREDILIFEHRERL -
BWbh3—oDHETHS.

EZTS3 T4 v AFEDLDTER. BELDOFIHREHATWS. ThiHE->THEX
HEWEOR3DTHI2A, BROMRALLBELDORBHELTHEIEVWOIWENDH -
TEHULDTHBEOERREE NIRRT I ATRLELS., FEF-TVWELOTTATH
BOBEREAEEZDIOTHRVILKPBETAETHD. (8F k2 KRE—. F2.
56, 617(1986) ) :
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FRIESCHODEHEIFOBER L EIF—-H— 1t HELT WS, LEN-> THRERICKRD S
LOLUTABAEANIE, XFEARALOAERR NI Y oY AT AEMoTNE
BARFBETH2. BEDLUELRERNAH (systematic nomenclature)*1 T hif
ThEBEBERCZERT I LRHENESTH 2. LI AXEN R LcBALL VD
BRETA- EHEENDVEREER V. LEF- THOBKRZARBRNABILIEE
Y. AHCXAMBURMEAN Y AT AL RERFLBARELL VI I LIRS,
NE. BHAETATEAEF 3R - A%Bo EV AT ADEXS AR R AV HRE
HEEN. LALBABEENERBEOBERETERES VAT A5 BET 588, A
HELUTABEEI 2L, ARCET L ABBTHE2LD. REOLSXR YD
5—ET3HMEND 5.

MBI RRE®
MULKXZEANEFRETZ2DOLULTCORBRREAD S, RBHLD O M WLN
(Wiswessers Line formula chemical Notation)2) TH 23 M= @MicH Dyson/IUPACKE )
Hayward #.% Skolnik #.%) ®Eic & acHEMO An%S Z#socavosTEz =2
BARRIATHEY, ThPhEREFE-TVWE., ZhODIBTRDELEDATVLS
DWEWIN THH2LEDIBOTIHA ALK EFORBEMATHL. 2hdikwTFhd
BERL T BEROERGLEEL. B4 OB BERE2RETREALTCWS, 2oRS

*1 [UPAC DRELBEZRBESNINEIBRNEAH LU BELERLEBDLIEHOATHNTS
NEZHFOZLE WD, FlXiEoxazole WERNELTH TH 2 Mfuran L IUPAC &7 Ak
FHREABTELRV. UMLEBLEEEEREDoxele LWIAKHEEEI LB LRV,
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257499 Ah

tEBERDOZ LR - KRTOEBL LTRRTES. ZORBOEHALA (KF) OXY
EEBIVEAREIRS (BE) 0HERXTS 74 v 7 EBO I AB AN LERL
KEEREHC OIS ARKENBBICERS. EnwBnw ol 58T 5RciE, &




HEEDEVWERANBREBOT Y TV - FEHABLTLRVWRETADIERXRZ LD 2R
EBALETHED., £, ThoDF -3 5 2DEE T 7 A NVICEMLTBIFIEBERD
F-3R-ZANWEIDITHE. BEDLZHKE ﬁﬂ%ﬁﬁ%#bﬁ%%@rﬂﬂj
KH-> EMERERTOTSADEL R HOEEN DT, COEILEBEEDE
ERMUTELL LB ETRHLUTRBETHS. AL, TOF -3 A-XREBLLT

—ER-ZATHT. (B4) BERFOBMCERE BV, TORICHEAFID
AR EBUTEBLDENHS. '

ZOAAGRERT IS T4 073 -3 FNWON—FKIz27DBEIIKRETZH45 N
FVWOT, 7ul5A0BHEETEY,

EbYi

Bk feE#EROT Y t;—ﬁmwiﬁ%kcnfﬁﬁﬁfﬁﬁbto#L<ﬁ*%
DEEXBREBBEhiEv.

. BERE. KAGF. BER. V7574 v JANEhFLIBEABYVERICE
STEBRNADETCHSS. F—IR—XEBHELEIOLT2FARBI. BEANTEOE
REEETHB., 774 NF - 20K, BE. EFSOFHE 2 {LE2EH TS ». kL
ZENATINTRE>TRBIRTTHS. FHEILBREIICIEEEICL-T [ROP
REBKLEBLRDOTH S, ‘

&% 30k
1) C.H. Davis and J.E. Rush#. i, HER. HHRKROFELER) AH
(1877
2) E.C. Smith#., . £+ ARER., WN-CEBEROBRBARRE]  WLE UITH
35 H.F. Dammers and D.J. Polton, J.Chem. Doc.,_8, 150(1968)
4) H.W. Hayﬁard, H.M.S. Sneed, J.H. Turnipseed and S.J, Tauber, ibid., 5, 183
(1865)
5) H. Skolnik, ibid.,_10, 216¢1870)
6) KHEFEXR CHEMOGRAM:. A FE (1972 ;
7) H. Abe, Y. Kudo, T. Yamasaki, M. Sasaki and S. Sasaki, J.Chem. Inf.Comput.
Sci., 24, 212(1984)
8) H.L. Morgan, J.Chem.Doc.,_5, 107(1965)
9) W.T. Wipke and T.M. Dyott, °J.Amer.Chem. Soc., 96, 4834(1974)
10) R.E. Carhart, J.Chem. Inf.Comp. Sci., _16, 82(1976)

11> C.A. Shelley, J.Chem. Inf.Comp.Sci., 23, 61(1983)



CGON—FT7z7iZ20nT
XU AEZXE HF MR
N=FDr17RF—FANOEDOER. ANF—9%2ERTBETFARAT LA
B ERZ2BELTIBL DO EBOIBEHICAKHNTES, BEZhHOH
BREERZZVWTERE 7Ty 70 EHBELLIEATVWEIOT 2 —-A 0 2HICKE
EELTWATHEDD 3. o
a. AhEH
LFYS4F (57 Lo b) HACWKOECHARI ZVEHEEE, #—
VTHEOAPHEEEZLERSF AV I LRLEATRARN S, ARBESOE
E2FALTEEAZHELTWE, HOKEZDRBEIZH > T —F M (EPSON B
SF200¢ bV A B EFAERABLOETH 5. KYIVAKIRLOFHAMEDS
DHBLHETW B, -
2.4 A—YR%vF :FH AMYW. FEEEOXFELECENLAELOZ
FTOEFAU2—-YRANTEHETSHS. BREARNAYVIVOANEKELL
TESADBEATWS., HENS FOS.0ASIEAYVIVASL A-Y X5 v T
D—%EH 5 5. Fl2ENECDPC-ING0212 99800F T & A 2601 wi/ (Vi) B IR
BB B. A5 —I4I-170Yy6T-30000 198000 BN B EEEMTH 5. MERH
LT, BERO -SSR RA U TRMHAEEA AV LYY THLR B,

FA=TE VS - BERHAORE R ARELUTOT. RELHLTRABO
BESD? 5, |
b, FA4AT VA %E  BEFTEFRIEARAIV—-Y, V5L FRY—
FRARMWS 272, BEDTFAZTVARARY —liEOEBETHEFWEGEZEODD
POERERBEFTCIAI~AF Yy AKX (TVER) THRZERLTWS. B
HA2HFETEEFY. BETEEFIXREILAFY T3 FEE1 v 7—VAFEHRE
B, YT Ly Y e BB E AT B 60X B BNESRERSOTT VREM
T§0)§ﬁ'€‘f§bﬂfh%ﬁ$§1§1§0)&5Rﬂb\b\§ﬁ'ﬂ:ﬁﬂﬁbf§60 215 % = e
EDEREAEY A A—YTAE Y —KHABNE. EEL—ANAS—T &
RTWCEFTAEY ~ R TEORMBOAEME<T o2 L2 CHEH
WT W<, PC-98T  2640%400=256000K v h CEHEAMK AR T L 3D THROR
ABLORIKNANDT L —L Ny 7r2R2BLT 5, CORICAEIOLE Y
PRBEEOL Fy PcRHBELERFHROI LRy bey 7T EBE, BRRF.
#h. #(RGB) 0l TETEN 3. TAFTAICBRAOBRELNLESR

BLIF e+ ABERTA TS0 EEMEAICL Fy PED 2Ly FDAE




Y- HNRBTHB. NYIYTH7FUSRCEBEFRHOF 4 X7 L 4 (NECPC-
TV4522 ) LRI MEE (V7 PR ATI100-10005 M < 5\, monolith;FBX24% &)
THETES, BRTST7 4 v 7 EB (SEFHELWNSG) BHAD Ny 7 7
EFART VA BMEHEB o TWIRBLHORLERLAD, ERADEAD
KB, FEF— 9 —%2HEH (RTIPMV, BARRYE) KE¥T AV ATy
KRBEROOGEHE N B E2 R A IPHEBETRLSFA AT LI HUOERCPUT
TEXBEINZ2TVNE, SOLE2RAF—FEFOEE. HAELOLE
BHEELDE2REFART VS (BRARBRARIHEREERT 3, ) .
SRATF — VX THRASODAEBKRRTFART LA L HE, BETR 3 KEF —
Y223 LBEEH. BELEZLI1T 4V ETCH-(HBARERNETEF 4
AT VABBEBLTVWS, 2RRELIRAGHRETF A AT LI RLSIOESIZED
TART VAR RKRBEAT YA H 2oy a2y -V 7+ —KigB5230
TEEBEN—FLEDEBWIT S W,
c. HIREE
. ZYY¥— N=FIE— UL F—EY, 4YIY2y b, BETRY
DERYBBINTFARAT LA LEBLEIFy 329X —HFATHRMT S, BRL
TWADRREEAZUAOE Y2 EALTXEPH L E bOTSH 5o 8 &
LOHS —HBHNERIN-FIE - IV 7Yy PEBEENS B, (4
I—BFIEBIFELB) AV IDAPELPVWELOBNET S, chbDH
AVEFBRAIIO~, YHEVY. Y72 79397 %200nH I E4¢4OFy b
(4096f2) 2~ MM LLTIChHDEEZZORABILELLERL TS OBHAD
BEHLTWAS, Lo THNSANBIBIREESAWRLYNEY 3, _
2. V—¥-TYrvy—, BETOy Y- :avEa2-—-IYDGOEENEMEHE
FEREOFXTHRM T3, GHREETHN00EHULOEERHD STETNA—T b
—VRBEDORLBRERESHENELELTE3HORBALTNWS, Juyy—1Ic
ERTHEZHERLEBES BT 22 ERPFVWOXRRATHE S, NV IaI AL
TIEERATPIBOT Y VY - UTCHERTAERZSF v LBP8 (155F M) 2k 3.

mw\u

3. EH  EFIESH»LESTUALAIFRPEZFHN 74 LLIRGBOZETOMER
TANLY—~2BLT3EBXELTHES, BEA4 7 OQCR(498F M) EFy ME
KEREXL. /700 RBEBEAF > TWA3DTESMNRERIERS,




R=Yy YT G2 Ny TF=—vizonT
FURAZHEBE Y -
SH# B

1. 79749 PR - R=yy Iy T b7k

QU2 -YTS5T 4y VA (LMBECGEWY) 7Y r—yar7rar 7 s0ihid. £
OEREEITKECHKELT WS, FIzIE. 3002 -7 IT7 49 IAYRATLT, FF
EFNELTUTSLEABRELAELTIL. HOMEBBEOY XAT 4. HEIWIIHFROMLL
BALEY AT LRET, 2OTUY I LEETEEHIE. AV T M2 7HBE2 TV S
BEVEL . ZORDEOTUY I LEBOPSERLEBIRITRER6BW, INTRY Y
bbl?@iﬁﬁm@mrﬁwtﬁb?é%i%ho%:Tﬁﬁﬂﬂmiﬁwaﬁ%%ﬁiéi
EVI R 27 EN-FY 27 REFELBZWE D ICER{EL. 2hiE/Sy 7 -V e UTRET 5,
SO LIcEo T  CGPT Y —varyTaronid, EOEAVI I T Ny -Y %2
“NFBRERD . CGY T MY 7 OEERIIRENICEN S, COCGOERLIZ. 70
53y EEOEBLL20FELUEERTWED, SCHETEIIPKBHEIATEEZENDL S,
0. BEOELRCGR-Yyw IV T by 27 OMERBALSHORBLIZOVWTENRE I,

FTRALTEEXZNWI L. CGECAD - CAMERHOAHETHD WO, ELT
CODAHFTH., kMU a-YDCORRBLUCGT-IRF-vavk, N-YF L2
VP2 - YDCGTREENE-ECERBLEWIZLD2HTH S, I TIRREFEOEMI
WA 2 -YBLUCGU - IRF-vavRl kB35 CGEEAV AT 2720
THN3, :

Y57 4 2RYT MY 1 T OEREE, BRI, KO2ODEEEF>TWBLEXL D,

(1) E=r YT 1 (T '
(2) FINARLUTFARNYT 4 ¥ 4 (FEMIE)

HOLS> T 377 -y a>y7ur S L EEY 7 by 27 LO¥E %R BEMIHE
EWRFNRARES ANV T I 27 (A-H=26RAET TV r=ya eFN1R) &
OO mNEEEETRFRhEERL TWS,

CG7IUr—-vavruroh

Ayt

BEEXY7b27

FEMIE

FRARARS AN -

TS5T 4T ATFINA R

(M. R=yw Y7 b7 OMBLES]



2. GKSLCORE )

BRAVT2RTT I T 49 0 AQE#LBEIELMARIN~GK S (Graphical Kernel System)
3. -0y NEEOXFESIT1 9 8 2 FEBUIRILEE (1S0) KRAZhE, 2OEE
BniEE (7T 47) &

(1) poly line -ffih# BB LERS AR
(2) poly marker < — H¥] RLRESOAFZ2ERRT S
(3) file area HEBENHHL HEIhEEHEZERT S
(4) text FFAb XFHEETT Do
T&éo§7®7US?47Kﬁ\ﬁkﬁ%wﬁﬂ%iﬁ?ﬁﬁw@\ﬁﬂ?%”ﬁ%—?ﬁﬁ
b5, | .

%, ¥EACMODSIGERAPHT ., 2RAB LU IRTLT I 7 4 v 7 ADEE{LEEHEL THE

AN~ COREIX, 197 QﬁEC‘ZCilffETf@ﬂ?ﬁ{%ﬁzbﬁo GKS¥COR EO)HS@“O)EE’J"E)O)
DHEFRICRLEDTSEICLTHEEN,

[%. GKS* CORE:DE%L#E]

HE ‘ GKS CORE
(1) REnROBS 55 |
oy meme | —msEsTss | EWEEOR
XY RIVTF =TN)

(3) REFBKFHCHPDZEETHY . (5) RTREICI2rLIEBTH S, BE. GK
SIEERTOBEEEMAEY 7 FY27ICGKS -3D45 %, '
5. BHETIR. AROIEL 19T 3FEEYZ-F 7 FOZ 7 AP EANY T b2 7P
LOTloéﬁﬁb\7574V7X¥ﬁwu—V—vvfété&ﬁt&oto::Tﬂ%@
BWESIRLTEEAWOR., BEVZ-F7 M uZ 7 APRELTWAPLOT 1 0 ZEXRN
VI EY LT OERTHIEVWITETH S, BENPPLOT10, COREEROPLOT
10-IGL, GRS##OPLOT10~-GKS, #LTPLOT10-TCS (AG-1)
BIURNRHEXRTWAPLOT-STISTHRENTWS, TOPLOT - T CS»##l
PREXNAEPLOTIO0LIFZERALODTH S, EVWEHI I T4y 7ALEDL>TWEL40K
BEDEN. PLOTI1O0EWSHAETADIZLAERKIIZ. STOPLOT10~-TCSA#FKLT
WBIBEDZ W,



3. FiLwam

HANS IER{LOBITAEDTWAPHIGSIEEERED T - VAT -y ay A -
BERLEBOTWAR-Yw 7Y 7 Y27 THB. PHIGSORF#HMIT. BEERBEMETER
LEETF -y DmEKELELL . X, HEEE2EEBLAL I3 1HS. LOLEEGKS LD
EMAOMEAEL TWA2D I SOOEBERICR IV EEEL AR ITRIEEZLEW, —H.
GRStDREG LUEBEMAZR- AT T4y VZBRPHI ~GKSHHEMED I N» SRR
Xh, 3-uy NZEOEFETIEDTWS, PHIGSEPHI ~-GKS 0EEFEELD
H#VW\DEEANRE DS, HEADQER A - AR IOFEOH X AHBL TWE LS TH S,

4, &1z

B EHRETRICBIRAOHE., BH (Y AF 4. BRITKA) AEROY VN EILEHE
BERVATFLIZ., BOBMAFIZWENEOREH IS T 4y TAVATLTHDILERS
DREELTTRENWESD,, A CHEINAS 7 HEGLEHRL TORKD 3 RTBNE
RO (83IVI2k3) BMERFIREST, BHEER. KX AREZILDE L OBEPSHT
PHEEREZ-EDR, BERSTOHBIEITWS,

BHWETE. COEIBEBT I T4 IAVATLARBETZEOORMPRAREN,. X
—Y IV TR T ORECENEOTEELES TN, " ARR” CORFERY AT 4
MRREOSEROBINCIG LT, #HLWHERILERHES S 3HABOMY b K S 2MENFE
ENRTWnd,

EVFELT—TIFIT7 49T ADDPLZ

BB TR F L F BT
#Z m A R

KHHEEPRA—N— IV .~ —CBRINTERASN B 77 497 AV R
FLOBBRMEE - COHNENCRLOEESERSILWVWITLETHESD. VY7V y ¥
KOV TT7 49 7 ATRIONZR LVCHEREFINTWS. 201730 sec=
393 psec OEMTCHEHEHEILNS. X7 POBAEIKREARHTEIF— I 2EALTS
BRI WEREF— 2R8I B3 AT — 2T 2V bRy 7 > LI, ThEHE
AL, -G BN EAE O RBEET Y » 7 AR L - TRITLEO B,
BRIV — 03508 CREEES. COMIc7uto b —RELDRATFy 7TOGHERIT
FTERENED, TORINT T7 49 2 AOHEHERET B LA S. 22 —DF
BEORL, 7oty 4 —OREEREOMELV LS IHFORECET3RRORA
BERUT, 797 < v 7 AOREIES REEEI BECEHF SO, BHLOOH5.
B DN L THERTEBRY PV, V9537 49 7 AORBERESNOBRICE 54, +
Emawﬁ$$¢ém?bak§®$,ﬁ&?uﬁﬁ$tmafu6.tyfvbﬂv7

— 9 —



FREREINTVINEF -3 2EET 32k LT, REINBZBEHLEALEETL S
CENTE, h, a0 — WA YNV a3 ARAT 4 9 7 EVSTHEROF N4 R
KLBREOEELHELIZITIT EMNTES. T3 Lk n—FY . 7TOBELERELT
RFEFY VYT YRFLADBHBESNTOS., 2D, FTYr—v 3 v 70T I s e

Fo-7ORESERCERCET 20TV, ASREAR, /57492 2280
RBDIVE - —LOBHOBRNP 7V EXEF LV - bOIbELESN S, o
EOA—FUTET Y=V a Ytk e N ok VA7 ATH T, ZhiicESic
EVBFEHIVOTHEH, Kill, 70/ 700H—FEYF 1 3LV EELTE
V. B ERBRERTZIPNVAF VBT TIT 49 2 ATR, BEOLZ AHAMIE
T, Evans & Sutherliand HOPSY Y —~XBHE D DEELTEL, thEF547F
T5IVE.—~7—bDECOVAXKESATWS. LoadbeicdlLT, =L+
2a7—EBFY VIV RAFLBHREEN, TREINTVEH, W2Hh0bORIERLCE
TH5.

RIIMYNAF S VBDTT7 4972, BETRBEAFEEEATHEL. UL
TAI =A%y YHOLDORELD A~ H—-THEEILTHY, TO1, 2ETAECY
BEN, <7 buAse v BRRBT 5L SHIEE b SREATRE NS L >0 -
foo LT, ThoRFALEAFEFYI VIV RAF A8LEETHEETA TV IR
FTEIREFLL.

§X&—f57477Xﬁ,EE%,ktiﬁl%Wﬂ%O@Eﬁ(E&tw)wﬁﬁ
L %n%n®@§Eﬁm?57v—ANw77ffu—%bo.ti}vrﬂw77m
ﬁﬁéhkﬁﬁdhvk&E&tw@ﬁﬂk%&énfﬁﬁéné.EO7V—ANV7
P POHBHINIIHE S L ELALARTI RS 24 v v LCRIEL 1 3.

LOHRONEDS, 2BEDII7 49 7 AOBYBETL B, X2 b VR4 v E
B, XZFLBVRMEEORBORRICHL TVT, REEEERENICEMERER
Y, MELEEORELMAD T LRBABTHEIN, FRI—A+ 4y VETRI L —ary
77N®§%taéh6§ﬁﬂ%ﬁKMbofh6ﬁvkm§ﬁEﬁE(Uéouﬂﬁé
higv. SRSREEREIT IV} B Y APV EAVWTHEERESE3 X5 5T HL,
TR HBROOCERSE S, V7V X7V EH I REERSS. Lbl, <7 by
Ak ¢ VHEBEROEY. RBHE I NOBEDHSELNEHD, Hiis By
&Lﬁ?é%.ﬁﬁﬁméﬁ%h%%%&béﬁamhﬁﬁﬁﬁﬁkté.¥ﬁ%§%t
hot,&05méﬁn6ﬂﬁmﬁﬂé§bbkb,V;—?4vfw&vfiﬁﬁéﬁ
?&5ntéﬁfé6.?71Ny77$§cf,ﬂ%®§ﬁ5%ﬁuﬁiﬁhétéé-
HIEOUBEET B0k —bWATWEbOHS 5.

TARI=TI7 49 7 AUBERISEHBINITHEEIL, NPy FROT ok
v-ﬁﬁkéh%éébt,EE@&&(H%C&ﬂMﬁéné.LmLM%ﬁiTi?
%<m6ah6tafugﬁbahb,fV*;a—f?UV¢szA@ﬁ%ﬁﬁ%%
6?%65.ﬁéﬁﬁ%®7574w71émhk&hf?vvafoﬂﬁ%gn,



WY @ERCREINS &, BROCRASESENL, ~"— ¥y - 7TOMEHTBD, 7
073 ABENEEISNIOTEIEVHEVIHFEG > TV IHMALLDOTHS D
.

AECRE?Z. DFONKEEORAF>LWTRS (O RS ENT, BPF XL
WHEBESNTWS. TAY—FN, F—WTF VY FRF 49 I7EFIV, AR—RT 4
Yy TEFNEVohBRNELOR, YO7u VI AREDSTVWEIRETHS. 2
R—RT 4 YV TEFNIE, BVORLOTEZIRYI—HOBELTILIBTHY,
RIZMPVETRFY b =7 2 REVWIRBAKRL S, S5k, Fvs7RoTHwizid,
R7F VEWHOW D ks HEEERTILDIE, cREOMBRYELDELTHIY
EVEFNDP, ZRIGEEEFRETIDIRAY » 7 ARAFTCH T L EBITEDR
3. thod, BOORLOTEEIRAI—HOKUTHS.

HI—DFEVRFC LS TRERISKENS. HTE247—TXKRATIORBOLAL
HTH 3. BHOGPHBBRANF VY Vv W 2ROTTLLELHBTES. XERFTOKREBLNS
BERATFOREIE2H 7 -CHRAL TRIEHOREER2RDLT. 7y IRoT bW iTH,
T/ BEREOUR BikiE-SkERE BREATEZ. BATHANTEDN
ENEThCHEEZBTTWELEELLD.

T, FRLEORSFONKBEORBL 57 41 v 7 ACH-LbDOTHSE. €V
$.9—FYVIVYRTAOHERR, MMl TUKEBEEZED BT 0L WIT L
RHB. 797 4y 7 ABWERTRT BRGIE, 7Y v JOHESBCHIL TV
BrDESHARESATLE > ORE- 1T L THS. EX-BENLOAHTRAT
HFOFEICEEAV I+ —A—Va VRBFREREEHRORMBES. s~/ RO
AHBEONF TR, FRHOHFEHBVIVSLBUSATLIY, HEDOY ¥ 7RO
BEEECORERETBLIBTHEVIOREIRARTARTS 3. WHALERERE
LCHRIOEVEF VERBHT B LN, RETIAERILTHSS. LALIOHET
OWMETFHMIBROBETHY, WAWARFHMLWMOETATWVS.

ZHLEHRR, 22— AL I—HSTROIRORLEATIREYRTFLDb &b &0
SEAGlO—>TE 5. BEITIRASH T 3 AMECHT 3 ZBoFREDMR~<—
LLTANLTHE, HEOMBECHL THRETOEILVWIZ Licn 3. REkKiHE
ARHABDVAFLARELZLREKREDZ ETREV. sy s BoMEEEeTY v
TEDELEHAESVE, HADGTLOEFRY T oTWVS.




B IN DR - BZRBEOS>T TS T 27 2R
FeREOES Y XEIRR -2

RALZEHEB. RREEEARAHR B R-B

XERPLETBZYINIB - BEBOAYEa2—F - 5T 1 v 7AW 1960 R C.
Levinthal (MIT) M F V. IST0FEFEH DK, R.Langridge (UCSF-CGL, Univ.Calf.,
Computer Graphic Laboratory)ic &k 94 H MIDASEBEILh % Protein Data Bank format
DFAATLA VT FPILT7BHERL. FAATV4EYIaLb—yvay, ¥oRBE
BRUTZNLY A LBERBRILLU. VAX KBA. E<SAFEXISHIh. BROXYBROLH
D053, CIRPLHLEUVTEZLLODAMDBEBRT N, DOEF TRALGERARNBENE
he FHOUVLHENRBLU. RELVLBLEZHE->TWV 3,

—7. BBEHORAE2HEAS L. 2<{HBHR OBRVEDL V. BABOBEAT
LAREEY., —BERVTHRRED. FPEHKLAHET. IRARORSLEYRE
B MARSBFLVBRBBEVRIARITL S, o THEHOH IR DR
s ZOFERBIACERBEVIIROBEREHERNEBTERVEA VLRSS,

FONIHE -BBROVUFEHERNTIBNESL. 578 100BICET S =ZXAREER
7% Protein Data Bank W&& (F—¥¥ 296, ’86 FI0HHE) ¥h. BEHEHEL
T3, . BRREBFBIINIEORFISIT 4w I AOEBREY. FIONIE
ORERBERANDOAXZADFHLFORHER2XO2D2H 3., BBEOWRF I LILORKETF
BrlgogmE»>. FREZEThVTRTVLAREUVLERILH S,

HOLOFHERB-TRIE. AT FEYFHRERCIHISU HE S MEEORITE
RECHEUVRETFTLREORRBRENEDIS. BERIYINJEHERBEVLEEEERFEED
BROMBHIWR. 7/ BEFDPOFAMEOHENOHLTEOER. HHHEDOY X
L=V IR YIONIEITZOBERRZB-R7I/BEHEBECHAELVL LY I 2
L=y alORBeRERBEORE. BREEHSD FHHEFROBRAROBELHE.
EHRRAIHEHRELEORAEY. ChoOEHEHABAULLRER 7 A—-VarEo
EFHLENOME. TN~ FORERREELTONTHE. REFROMEL UR.
FRChoBROGRMEXDPSEFERE. VIFBIUN—FEOREAOOHER
A%, ERLICACE2EHBLREERHBUARBI IR BVDPRAL S,

RTEYENBRITABSIIION IR XBEARERNEZEBLURTFII9T 19
AMABORREEOEREBHNE U TREAREFOERM. TR ChHELLETS
FHRVURIAFAEHHERILFZFOFER. TLUTNAVaAYPBIZaY. TL—AY
=+ AYEA—F, EBRA—N—AVE2—YREZEZELNLOHERU EEORR




OHEL HEHHE L L ABNERBRBEZX 503,

SYNIHTEORBEHER S EARNEOLBRABOSENEROETRCHT 3 K%,
HEBBOEA FEERRODENREN 2 O FTERMERRET bR UAETS
B

ROSETECOETALEOMBHN Y MAHE TobOORROIKN D 5 KKK
ERSEZRBRVMEMLS S ERPEBARVRREBVABATS 3. ChiER
BEFUEABIVUI P BAUN—FOHEMRLENSL 2R OLE (HAER. B+
ERE) OBHOKEL Th > 0L EORBIL 2 3XZOWREHOBILAE. S5k e
hERAT A3 UBE S STRECLRORNCHMAT 5 LORRESOBS S ERA &
5, '

—F . ERNFOERMARE S ELEEDNTEYEESEEOSRTN A A~V Y
FOBERORRE TOMBYEANITHRERDZC L. ThEXET SRDOEE
FHOLEREHBT 3. CORDEOATT ST 497 AOHANARTHIZ L. €
OFBRRUBBVIE. GERN—FR2HVTREBETEIZL. LRXLVOMEELHAH
BHROBELAOBFCRVT 3SMARORBARASLETS V. 22 hsOHEHR
EQEFL R VT IMENHHLERZTL S,

IhAOORNBEERMUT. NEORBEEEL. ENGHORKHEERST L.
BRI EORBRERT SHREOLDO LY AR LA L UTTHRELHER U AHY
ABETHHEOBT A RBUCHE . —BOEMRORAN KB UKFEUTESRS &V
HE S THERECEAALEI ERXEL. B2 0S5 OELEERY YN HORHE
EREOFEDEBENY 27 LORBREATENRY VNI AT RN EET 3
BDOERMEKERT B ERBE Uk, CORD. FERY NI ROBROBEST
MEENOMESY L BERL (AERA) . TORHHOEREEME LT, THEE
OEANEREHE. KRIETEIE. YT FEA—F2&DT 10075 AHMTHRIET X
22HEBULUT. 3EREERUVUDOHZN—-VFIL a2~ YOREREDPUVREY N
PHBBONYIAYRTTIT 497 AV AT AOBELRENCEL . HERRNE
ENECORANERT. BREFLRATESEN A FEPENER L EXBZY T I
7—? GDP S98” OEMMHU. '86F SHTEML R MU 2 (F7T : HREME
KK, HITHEE=3-4-16, Tel. 03-454-1066) , BRI HFFELE L. HET a7z v at i
K. BABREEMITOY S5, YZAY 4 AEETOY 5 L EOREEFHELUTY 3.

ChAOBERMOERKBRREL T, YYNIH - BRORFI 5T 197 ABXUAF
EFYYTCHUTHESMORA L EHE > ALK O EEZROBE D2 L OB
NORETHHEEXSSHILETS 3.



I N F T T = — I KD
o> alis il Ol S AU SR a4
EE LY . cHLEHE
B RE
‘il'mr’

BFREEI V2R Lo THCLDBEEICDVWTR., ARE BRIz +4
RKBXLNTWEER ). ARMTIR. iz =V FNavEa—F LRV IV ENT)
RBRELEHAKLDVWTRRSE, 22TV avininid. w4 7u7atyy¥—%H
WERHAOZYE2 -7, B —BREFKERTWEb0ORMI LT3, D% D,
x4 77ty —2AnTE) . BHINKRALBREDD DD TH-oTdH. 78
BEAFALRHEIN 2300 HEUNBREFELLE LT3R Vavizadz v,
CHDEIRERETIHBABRLUTERRICETHERERITILERS,

8N ~ N

ENTR. XV aAaVEEEIBFTITAYIRADBERIMTHA ., ¥0B—ik. #
BRAFDEE (ARMLLEVSTHIRVI2IHNTV) TH2F., HEFEDHBLESD
HEDABOFMRZITIE L. —BOM¥EE (FRZEFRABRILEE) . aRDS
BLEIIET AP0 FRERZEGIDN I, BEEFHEANTTHHHEEL 2,
BBV 74X~ aVvERD, TOBBERET T 7497 ERLTRBENI LI 2
o, SXBENCTZDLRZLIRTZDIMETHA. TOBAVWLNLIVE o
—2 . ¥DEODHEAR TR RS, FORECLINEBRT— S OR/H,. 7 —Fu, F—9
R 2ZBROEDODDHERFRZILIRAD VIV (BB T —27AF—avEnd
I EZEL LTI LbHNRWR) E DS, '

FOMIINYIVREBFFTITIT7 47 ANFEOLNIDIE. (LEBEOAHTHSS,
CREDWTR. SITHELABRIZFHIEI2WY . FHOL 2T a0 EZHARK R
VarPEL AL 3EI R B ENTFRENS, '

PAR Mhe I 6 [ b /il 8- I B /A

FENTRBEDAY AT, EOBEDT 57 49 2 RRVWETHA S5 2. UTICH
P TNETCEREERO—KEHMAL. SFCHELEW, S2THWESY 2 Vi NEC
7 PC-9801F TH N . BT NBERKBIFEHAL TR W,

1) ENBEDRENRRTE S H

NYAVRELFTHERREVZIE, RFEMT. 32 RCEDLELI LM
BEZ23D0—BNTHord® MREIHRL A7 774 CRRLIBECR2IIRL 2
Bic. BEEMN T AMERRRVUBTHI . B FI/I774 v 7 X0HNR. #FD
VENHEE (B2VERETOMAFICMTIEIIEILMRE) 2RRMEELLTTS



EVITETHY). YT ERAFLTLIRHF LR

MoBwv, FIRIE. ML RBOFEINERE

DA TwHEALDBL. T RRCETIRMEE
ZRL-BACHMMILRROFHEN L HEL DD
THAHI). Ll BEFATEFEI LD I
R EENEBELIT I LRHEETHY. 2
RECHEERECBWT. ELFLVWLIICEDbRS

(B FHECHEL 2FMRE o, MMl =%H
POLALR—VEOLPDIEN . MLBELHLTERDIE
BUYTNVEREELEZEZINIV) .

M1BLvR2ik. CPK AERDHGS BB L L TR
ENTWwLIRFHBEERI Y E2—FY 0L TERRLE
yordHh . AEHEOEEBLWIALL ETANK
EEREIEFIIM->TALNZFFEEZ T DTV SY
Hhzwd (AbAAFTFRFHEERBI P IROE
BENZHY)BEVWE. 2 FEECRELAT W LY
RedHd) . avea—Fr774y 7 AERAWRE
ATFEBECRATHELIEZRET LI E TES. K
BiemRLi=oRkEn—flchhy. chik28+FD 6~
Y7aTFXRPY R3FFOX YD AR EIN
b0k, ABP*RIHEICERT S 2 EHTHEH
LEETehd, 2. M43y 72K (7xV X
PV) BTFOEHEMAN S o T. T EA
ATEFrOR D7 TR - B ERHAEEY X
FALiboOTHb.

FOM. VI REDBTTT 4T AT, BE
DS (FIZEEROFEEHME &) 2HB ¥ THM
HTBL9 2 LbTEETH D, CDEIREDHDM
POWERFER., KBEOLATLTOIARTREE I WR
Bnd, ElVaroBBEETIRETHL LW
FIEHTEBTHD I,

2) FOBREBORKEIDHFITRRIBD

M1, FFI37==r7TI2xy
SFOEM R

M2, Fb972=NT7520xy
FFO®KBRY

B MTEDRFOAEZERHRMITIZIERE LT, LEEE. BEEAR. /774
vy 7 BEOFREZEVEIOND, TONTRIEBLIORILEEFRETH). ¥ 7
B FARBOWTREEIN) ARFHOXEXICL T, WIRRXBHFOKRE SHHIR S
N5, hEMERLETO Y F 40k, XEEE 640kBIIHEB L B4 5000 BED
B2 oMBans sy vy R TEEEIXTRETH S (RIS) o

HEEECHMLTIEEARBIICHRBRIRISIT 2w, ChiERBMNKC LB ET
HD . BMEBIIWIXITAY 4 LATCHES D VWEBIIE S (BnkIhiX1BHICER



LEOBEE M) BEOREHERSNIBA LD
RIZ. AR T L EMTERIZE
WEBALHBI . LoBITY 2T, S000EFRETS
FERMEKIOFBETSH) . Chid+57i AT
TBETHHEERT RS,
BEOSRECHLTD. H2BRTEDEES T
P EA L TEDPEHPoTWEEEI ZEMTE
Bo 2. CRBHHEOBEILKELTY B,
RED& I ARMARBMYETE., —2V EDDRHFD
EEMEEOF Y FERTHILAZWDOT. 20
SRETHHATH D4, FLHTERBEECHL
RHARETELURAOEEN Py fOKE S I
RTKELBMUEWDOT, DRISBEBEOEELBR
BEEXZ LR,

3) HARETHIRMIIEL LY

BFErHMTERRCETIRESHMT 20

BURTH . Rl 7er I35 T
ERRICETOIHREEOBFERERLE. COERTHFH
&5, MERMIBRFEROBMT2EE LN K
(T oTwd (¥ nop 2/3REBE) .

1. ERICEY 50 H

JE ¥+ ¥ ARl (4)

22 1] ¥ 8% Bkt
Ferredoxin 389 3.7 3.7
Insulin(dimer) 780 4,9 5.3
Myoglobin 1277 7.2 8.0
t-RNA(yeast,phe) | 1652 4.9 7.1
Hemoglobin 4558 21.1 24.4

BEhhis

3. By7uFxxbyrica
gEhrexs o vaFe

M4, 7L FEL v BT

TDEIIT. BEKSCYEELTWE Y 2Vt d-Td. o DV EHEL R 8
TEHRIEMBAPNVERFRERT, BB, SBOTHRIEZOWTHREZ I DE R 248

REFTWAEEEZWERT,

FPN—FT2TOEPBLZODVTCTHDIY. WERBIE{EEL TS NECH PC-9801

— 16—



S —XNEMIRFEINTHLLBIF4ELCEH I &
LTwd, ctit. Fhgt8ey PSERE-> 2=
Ny avohEREMNCH LY., LEDEILTE
B ERBELDCNIZ L THOTHEER 2% (£
RUFTI P LMD X —F —» o FBOBEEE o m-HE
BREEN TR, SV IVERZRBEFEELSY
Bl dok) . MY —XRLUBREBEDO L J o HY
BRESNTBN . BANTHBRIZ TR TwE0%
Al BHWERE Lo T W, ik, Fhilko
R OTESMBEVE NI ZETHELC. VT by
FTORBUELIHRET LD DLELEILTVE DD
EERbND, TOEITHRBIZ. HEEKTERY 7L
T2 TODHBEIINTEIHEY. A~ FT=2TOEH
DREEF B2 TBHEnITWVWI EDI T WH, V7
P 2T OREQOFL LW RITBLAFEILWEWE RS, ~ESwpE st
3. 4BLELBCORBIESCLIIREDNS
2. BERICI SV IVENTLIHESENENEBRIEIRE) (PoT8E Y M
PEEZELLAR o2 EIR) | FORFETIMEREXTHEINS,
FoTTRVavy EERBEICTEDE. BFELREY MBTRERIIRE
N ABBELELEDDERDITHEA)., ¥DE I havea—Fik, BETH TV -7
AF—YavihPEHLTEHIVERTERTVD, LPL. ThORPBOEMKE
HBRELEDOTHD . BBIZHIBIHTHI. TRBENVIVERRZRIEFIERR
Tz, fRY 77270 REETLZENBEATHY) (N—Fv=2ToOArmLET
NIZTHRE. VY7 I TRAITELIDDODTREILANE->=IDEHEI LTOR
HENELA R D) . ¥ OdRRBEBIE I TWIENBETHL. ZALLOH—
BRUABESN2DdD. D2WRBAEDOXY2VDEI B EDLHOMELBEE LK
—HEBER 200, BELLRBRETHA ) (KEEE2RADTCavEa—FRBVWTH—
BHBRMAEILEzoLiE2w) . L2L., WTFRIZLTHIBERICRA LD DHBBRICED
DEELE Py ay  #—BBEED . BFTI 7497 ARBLWTL—BRELTER
BEEZDIDERDITHAHI .

T 0d

1) M-, TRFoeFYVr7y, ¥4 xn7 2z, (1986)
2) KRB 4, {6%, 40(No.11). 704 (1985)

3) AKX, "HFoMANTY, KM, (19840

4) FBHEE, H4FT574v 7R, ¥4z xR, GETD)
5) ¥ F, Information, 5(No.8), 91 (1386) L N @&+

¥ YIZUFXAIYSRAEEIRAEXS YO CORBT - S IBRAEHERD
WEkE —H#BELDHEILDIDTH D,



L ZEE Yy a2 CGY T b
#) 7xF+— LLsE

ﬁﬁN—y}w:yE;—&Q%ﬂbiﬂ@\#Ofﬂkﬁﬂyfa—yfﬂ<fm
ERRARTH - B TEEDS 57 4 » VB HERICIE -T2y £2TCPC—9
80 1 TENKALF¥EECGY 7 FEBNT 3,

ATRERT V¥ v VERTOS 56 V7 b#42v R 98,0000

SFBEOBRE. HTFRAEOBRBRF V¥ + MAEOHED D ICILEAZ D LB E
—ENBRLIY 7 b, A =2 —BRARERAL. 2/ Ca— s DOHLBETLRND
THE I T B, »

DFD xy sBEEANLT, DTHEER - VAT 4 7B, CPKeFL e LT
EEDOEMENSCERRNTE S, DFHEELF » FOEETERT IO CEEETLEERL
T B, ISl BEFERERBICANTHE. 9FXEORERF V¥ v LYEEN
7 —TRIRVPEKRD, BFEREAELTIR. 77 VFIT—VIZEL T T, Bt
e EEm bR E LT 3,

T, JOT 0S5 ADRTHBRROEHDOEDY 72y ME (4775000 H) IR
FELTW 3,

BRI RRTS 5 L V7 hH4 X 450000

DT a7 sid, RRAEEBEZBEHE - SFRREEER—5 v FR%ET
7L BAERRF - Y~Rva=YTFay &1L L0 AICET 3R
MELLDERENILLDTH B,

REEESONBICHELA 4+ VAR, &BYE, LHEERNLEDOF—s2AHA L. &
BoUWETRTFO Sy + v 7V RELZERTI2ENTE 3,

GDPS 98 <EHH. KEBEAYTHEDORR> HRERBESHKIRLH 170,000/

RRAFZEHIE - BROBELTOREDRF I T 74 v 7 OIS L D5 Lic e
VAYNR—ZATRYDOELDE. BBROVZEAERR - DF /57497 2 Thd,
TaFfvF—4gsxvy (PDB) OBEEEF—5%d &l P TFOLREK, T4,
Big. . c REZOKNEEBOHH - KESTRRETE S, BFAHELTH. #&
EFN, EEREF NV, EEBEF L, VR VEF O 400 5ZRTEET. FHEOBHK
KEBREOEEITEET, UABEZBEELOT VLI -T2,

k. PDBF—435I5ET, PBDER—EROF — % THNEERAREICK T
N3,

DBFOEFTY Iy =Y 1 <GRIMMEMOLDA4> 44 £ 2, 7 X 98,000

RAKEREFEL - NIE—BBFEIDFEHEDIDICHER Licy 7+, s/ 3
VETHFRERANCADOHULBETY IV ECATFARBETE, chETONE
ABFRARCERTEBICNE T3, 2OBET — 5% b & ICABERCHTFHES
HiTo, $ODPTHEOBVATHEEICERIE S, V—2 YR F2FELD [HFD
XY (EE L 2800) KABINTVADTHELTEETH 3,

WIS IS E SIS IIBREON, BXPX 51 FIERSICERIL Y 7 F BB 230 TL
TIENT 3,



Y1757 . V7 b4z 48,000

IOV T M, LR 77 7 HENBEAM BRI NIC I T4 —Th b,
BISsR e onhicERasnTHY, SEB -6 BB - 2ERAUER., 7
5y FTHERTERLIRE T3, BREDPHABEH B, #— v v
AE< L L DICHRETINT B,

PN S bBNTELDOTHA S —ZAFAF, F—~N—~y FFadz2s9v—+OD
Wﬁ@ﬁ%%\¥ﬁ%ﬁ£®ﬁﬂﬁfuﬁﬂfﬁéoitﬁﬂbt%@%BASIC@
F0 7S LCEREEEEOTEED 707 5 MBS ALENTRETH 5,

Thirdy TRF— 40,000

B & BEGREND, v aYBRAB3IDS 7 497 v 7 b & LTRIEMIEE
EBRUFRICIDI 574 v 7 EFHTE S, INT I RICLOBIELIAY—T L
LB TS A AEMNTERLICT » TV d, T 3EROE T AL OTER

BEZEOWRHE S ICHTETH 5, RRF —4 #ZsSTAFF KID (7 R + —,28,000H)
IKE D AA A v MLEDTIEETH %, :

B abtk

VAR i i A 4
160 HEFHFBXEFHE 2-4-1 FHHENSE L 6F  03-342-1471

Y/ AN R
113 EEHSXEKAE 1-9-7 BY HOUSE 301 03-818-1087

H BB
105 HEHEXZ 3-4-16 KR L 03-454-1066

TAF—
u7$aﬂ%[ﬁaM6111xu—x7ﬁ%mtw 03-486-8080




BFI7S57 4 7 ADEREME —The Molecular Graphics Society—

- RAI ®EIE AENE 7N

BERENTRSZNALATWEWSE, I—yNXERLE LR FIITT 4 220H
FABPERLEHERIT TS, DM (The Molecular Graphics Society) i, 5
FEREHIC, XV XOEAMABRE UTEICXBEN, B{egstt £FEI BMA YRS
LDEL>THEEN, TOBRENMCLFAFRZVLWTHERE->TWS, Z0EaELL
T . Butterwarths#t X V) The Journal of Molecular Graphics (J.Mol.Graph.)SHE X h
Twd, b L AXYRATEIRLABOSD, £2-3ENT—-ANLHLEIHETLA
EQVy Ry ETBI bl TnwaS, 1986540, BN TOREI S >/, I -1y
NIZIZ, 79 VR RAF-DRFEEIC X BGroupe Graphique MoleculaireZs 2 Bloniig
LH BN, 19864 4RI D 2ONHEBOEREHENTLHRTWS, 21, 198TEDE
ZRAXYXOV VY —-KETL4R10BLEDBIabnad, 1988&Ci. 750y
RATBILOLRBITELEDALTWE, ARE#EBLHTHELZWTILEMTEIEHT
E.DHINEHVWERBEITHIIETERADANS E L FEH DI Mol. Graph. 2 EHIEEART .
CE->THH25, (BENERLIX. Ms. E. Hubbard (HYDRA % 4E-7=Rod Hubbard &)
H1R) (Membership Secretary, Molecular Graphics Society), Department of Chemistry,
University of York, Heslington, York, Y01 4DD, U.X. TH 3., )

L. 1986F4H11-14HicE{hon Y Y — HHiCap H& AR
4’ Agde TRz Mol. Graph. Soc. DELICHEL 7> TIVA 126
DT, TOREZTZWEN, 750 DEFEE 4FY=R 57
Mol HREIGTRT LI, BMBRI -0 HELY 35
ISP L > TWed, BHERREOZVHE - U.S.A - 23
ETH-7z, MBI, HLAOBWLWS Y FDk, NN — 15
Protein Design?Dt v i a»PHD . FA4A+r—Dtk X4 X 10

2L:00 XV BRE X EBTZ2 7404 kv avk RXI-Fr 8

o7, SEIX, art T\ scienceD 7 4 L AD B

Z{ RLWEETH->72, 2HEDFHIHIZI. Fre—7
Molecular Dynamicsk EEB* M AW H L WHER A5
WEDNL v aryPhH-7ah, 2ELETELT. F-2+3U7
graphics X Di3Tr L AbiochenistryiyZelL 2 F % — 74TV K
BEVEHRERGR, 220, TE¥IRTETEL?  HE

L EWIBHERIBRESLTWT, LA AZFDNH

Wix Enk Sicscience ICRHUDITE R, KBMENEEBALER>TVWLELITHS.,
FOEWKT. 2HEF%DA I IcEJ BRound Table Session {t. BMEFORIZFICHLT.
speaker ED < BELLNLEPHREITHS. LrL.  FrI7F3 ¥ RADTN—TD
RERP. BLBERICIZFAN - ATFLADIGHALED TWAEIREFZ T, RkHICIT.
Drug Design ARRHVEICHESHP LFT4bNL., AKHICKERI—tyvirark N—-

o W W W



KRUY 7 P72 7OBRRRLITLHONATE ). BREAI D FEEIERBRTE<AS
ZEPRTELEE->TNWS,
EK@WTM\D%?7§747x@&ﬁ%@$®mﬁiﬁ0ﬁ§ht:t‘E?&W
ﬁﬁ?%é:t‘&E@Q&tlot‘ﬁﬁmﬁﬁﬁ?§fh&h.ﬁE?ﬁ,ﬁﬁtf
WEIRIRELSVWEEDNEZNT, €D THERLHLLOTHLED . BATEDL S 4 H
%%ﬁ&@i5&77b%#afhé#‘it'Ckﬁﬁﬁﬁﬁmﬁtfhéiﬁ%ﬁﬁ
%Té:tﬁ?%é#\E@Iﬁ&%i%ﬁmm%%ﬁ%ofuéﬁ‘&E@ﬁﬁ%ﬁ%
AHEZBIATILDEI LT TLARELEHRSSELES,

FARDHICH». BFET LMol Graph, Soc. DELFEE L2 WLDTH .

IFOZRycHE & SEEE) YV RYY LN S |
(RREAREREER) Bt BF

2989, 108, B5 - HERORIBL I F—2BW T, HFOZRuckd s EE
) Y v RY Y A (X :Symposium on Three-Dimensional Structures and Drug Action)
MBS N, BARRESOZET. HAEES. HALES. BAREFESR. HAE
WUHEFES - 2V a-2 757 4 v 7 AZLOBRROTRiThbhl, BEMOLOFH T —
Z2EH ST By By FH 56350 BEBAZBMBELH . RERETH -1, 2HECD
. SRAOAFEARBSBEICL3HHE. 0RRA Y - X BRENTDONI,

EHEIIFTEBIED O R - EiT - TRV 32T BOTOoHEE? ELTEb

RBfRE. CO—XEBCEDICH S, BEBEEFEMRLCHIUAGHIHO. ZOV Y
RIY LADRBEIIERNTHEL,
- RERFOUENORZ L. XBEERITOFROESCLY . BAFLAMIIRO Z &
HEESFOTEBEORYN b HENER IR, 20RRERBHCEALODH S, %
NORF - N—RELTERS N, FIHCESINATVS, ZRRT I 7497 - F4RT
VAR ®ETEavEa—F 75740 7 ADBFHDELL, BREORETH S
TOZRUEEEZFRERL. MBATE EETRICL. HFOIEAERPH FHMERE
A2V TOERERD BREERL TV B, Th. 2 v E2—2 ORY - ERRBEOHY
FLIREIETHAL. BEFLFEHE. FHBHEL L oFHENIERTITOAS
Lok, TR FEROEB LI, VI IV TOEREVLIET SRS T A
R AFLATHIQCPEOERMNAZY,

E¥OUEIORZ L. BELHFRDF LV - LBEAKOERERNENETCAIF LD
FROBBICEAONTRALERINTEILEYME 2 0BNZRRTCHIEGENF L
OBIFIc. BIKBA A -V % BA, $78b b, £kt T 25 FBHLH FREETER
WEH>THEHESORYFOFEMEET AR, ThBETH 3 - LRI N, ZORR.
AVERA—Va VEBIIPZRILIT 57 4 92 - FAATUVARLDEFNV - ELF 4 VI
BEAPRIBO Y Y ab—va vin o hFEE. EMOEHBEELEBLAD., HLOEE
ZRitY 5 LA RL ool £ Y D0H B, _

AFRF LD BRI LV FERIMZ VTN OHO SNTORN NI ARENTT A
Y A{FEETET [Computer-Assisted Drug Design | ¥ VB Y9 ANEE I NI/1979FE



B, TORBHSRECERLLLICEDNS, 2hTcid. YRt i, T8
FAERMEE( QSAR) CRESNAHINEFET. A—ZHoLeY cERES S
EATEHUEAT T 4 <A XT2R0FER LTV, 2hicdH L. HLLBBa oo
H3nFRIE. 2 v a2 EHOT. AEBEOEHI O FX ST R4 TR
BL. 2050 dOBXSYEN - LEPWREATERCROBRS C L7, B -4
FERTOMTIILLI LI BDTH B, TV lilED 2 S LELEFHHITE N
»>TH. B LAERBOEITE LVREBETH - T COWEMESEETSTHBEZ2DD
LEbNnz, IHLABRBEob LR, SHEOY Y EY Y A BT A REERC L. G
%Ei\%ﬁf—&w—x\ﬁ%ﬂ%ﬂﬁ&ﬁy$17v37ﬁﬁ\Eﬁ%@ﬁ%ﬂ%&U
DFFHNFHE, avCa—% - 7574972, BHEFHEC L IBERBEEBO V3
ab=Ya ¥, avta— s BYRHOBIHEFELV o L F—<EBAL, '
BAEI ST DN FOMBRETEBE > REDND LV THONRETH M. BF
%%D91w5ﬁf@ﬁkuﬁw1b\ﬁb%?&h&é%%%ﬁ?&iéhfhé%ﬁt
AR F=Y —REZDHREY,

COVYRIYANROEIE L T, BALB T 305 BORRLETEIREST 2
CEEBSTRERL, '

*

T8 SRS FR TR S B I S i2E 77 A !

b3
%
*
. x
(BRFN624E 3R ¥ ] ER2E (HRLELLE) 2,000/ *
BHLE (HAMLELFESE) 3,000/ *

EAREE —0 30,000 (—mklk) x
x

%*

*

%

*

%

RIARERLSINDH R, TEHTALHABLIHRT I,
&101 e TRERSHSETAE 1 -5
HEEA BERLFES KB (BE (03) 292-6160)

X X K X ¥ X X ¥ ¥ X ¥ ¥

X




GordonHF R &M Mt H{EEIICHELT
EAxE ARBM=

IEf614E8H 18-228 127 A Y 7 New Hampshire/NNew Landc‘nd)Cnlby-Sawye’r College T35
— @ ® Computational Chem}istryb:l!ﬁ"s"éGordon'ﬁ?%é’?ﬁ"&E?5&%%?% =, Gordens
BERWTREEP RV ACABATWALEINAD ADEBEATHACENLTE
Z 5, 1331 = Johns Hopkinsk 2z ZN.E.Gordenk WS AN R ERUHBELOEIZ I
Ey JAREWTHROIFAN—F2RDTA Y72~V REROFRTHENZH
ﬁ’&ﬁ?$7b*‘“i§hii§7"%’§‘(‘m’5 tExOVWE, ECTEMARIPSLFOEET
FRAFODFHEE AL 3+ HBBUTICRENOTEREES L LTHIOHE
ED. UBEEE b ICkE @E?’?&&(DFE\V7XZ:OL\f'%Eﬁ3K®%§tf§tﬂ
3&E3icz0 k. .a'3v1§.‘$ﬁ1«1.h%ﬁh‘(b\%:&:l:&‘éﬂf,ﬂurdbnq)&ﬂs'bfi Fr¢<>v74#
—TAEMI EECFEATWT, RERAQOF— 2R HEEnI L, HHZLOR
‘Téﬂiié‘—tﬂﬁéf’b\:t F4RAyvasviEE$BLCL. BAEPREEBRY

HLbFDORBELEWIEREXNSFHTH 3. éﬁ&i::?:bfid)l'su-ﬁbﬂéb‘ Z hiXNe
v Englandft Fic» 3/ & 2 Colleged & iﬁfz%ﬁikﬂﬁbfﬁ’. AFELL LT BRDTH
5«@40%%®§HMEEE®%#BQ§E@Ei?&&otwf\%%ﬁiﬁﬁ%~
A2ISKAT 52, BERKLTEVWELREAA WY, RBZEAE»2EETH 2%, 3
O EEWILRRAMEEIES S R EIRE N SIREL TERREERMTS 3.

SEBLETIBO Ly 7 RH|Y LI 5 h, New HampshireM @110 Collegelc Aot
T. CEDOWDPE8ENE DN ETITIbhE, Py 7 RREICISTARERNSD,
SERHELEUARYYBINLY Y 4, BTy 7R, WERREEFTONHALL
BEok, BIEYIXRADSMERVTACEShOXEUEY, THEMLELIZEE
KARZRED 0ASHLRASZ NS 22O THIINIANSMTZ 2B 056N E,

XT. THE%, £Cordm&AOH MLy 7 X & LTHBL £ 012K, Lipkowitz(Indi
ana-Purdue Univ.) 2 D.Boyd(Eli Lilly Co.)D AT H 3. @it = d = A»iCochairmen
28R, D3 EIL1983%F I  IndianapolisT [ Molecular Mechanics (MM, & F %)
T IMOERY YAV LAREH LA LS D, §EHOGrdandHIETORENE
BETHB. HEDBHOHER. %b\‘-%l}ardunésﬁkﬂ%mcﬂ OTCohrsiR2ELC—E
PFOBMEZIRNRBEILIZIBESEORERZ LW, b2 AICE @48 (1988%F) D Cochairmenia
D.Boyd 2 P. Kollman(UCSF)ITHE » =,



SEOSMECOENARZROEIS>ITH 2,

FAUH 118 A

14 F YR ; 8

BrF1Y 5

B=x 3

A+ 3

TTuY ‘ ) 3

1% Y- 2

B7oU=#A o2

ARFZN TUOI =0, 73V %1
FAYALEOBOEOLSTEALITH S, 2850 TAB I 2. 45U XTH o A,
BLAYRURAHOGRR TS o2, BAPBREZOHM I ERE(BRKI) &
RKEE (FFH) s mML 25, E/‘J‘%:GAE.'E‘:'BUJQ#:E'ZEUJTEH FrEEEOELINSE
DTHRBRBEL, RKELZRELISMULEWIOTSH S, SNEOTEBAMIAERY
DHBRHLENALR L OEZEE L ICHARBLAES TS 3, SMEOEMHN ORI IS
CCRERBEI»SES, BSNEFREAEF T THEN KREEEDTWASLRELELTS -
Ze TRHIFEIEBRARAEISICCochairnendELFBEMY VHITLOEENEZLER
TW3RDRUHERZIEF Sy I THY A V(AL IEMAEROFERY S SN
LEEDTH 33, ETEEUDEA LR o 2B ChRREFALRECERDS2E
FREOY YRS T LEWL 23 HPATWEED B B3E 535, €1 T Houk,Goddard
,Allen,lipscomb,Thiel,¥cKelvey Brooks,Cremer® Wo A Z X A2 M0DEW=XEFEEH X
TWhi, ETHIRINOF2BRREE> EARKRELES ML 2---A1linger,DelTar,van de

Graaf,White,Gund,Meyer,Liljefors,Carter,Veiner®, MD,NCO F #»» 5 it Jorgensen,Koll
panFAHB LA, CADDDFREMWEL 2 WR L TLEIEREZL oM, IS EAPIF33
AE L TikMartin,HcCanmanX i T W 2,

CHRONTIRXREI2UMG, XX TIAMOSHAL L TRALEEZE -2 LE S,
RIXXRI—OFREBCEBEOTF — VX RF->TRAT, HicCapsmok, BE
TRCADDRBE-REPDZOTEFABICBELATWARLWIRLEN, 7AYA 1
FUVA, BFAYTRSEHT-BEE'ERLETRIZS XTA%{’FO.H‘}"C%'L\ET EXBAICE
WHDTWEIRFHEDAE, HEEFHWTWTI-SEE222QRPEDITIT 4y Y
HMET. COHOMBEDND—ATS 3LlangridgeiiITNBE -8 a3y -y —06HD
THFETVIVIVOEE2E L=, HidCalifornaiX%San Franciscod B Icm A2 +E L
FIN=TE2EN LT TVE, EOF CHOASFO-ACoIIlyR S FETHIcHET 3
BUANTRAXEBEARETIOTEMARITWEY, BOBLEN- k2, HEHLOH
VWEERR7VTVXLE2IDRETRELE. tEOBHAYLSHFALIFTROTE
ERBULTLHEZR VI 2 Y -2 0WR20WOTEILIELTW AR,




‘fﬁ%ﬂﬂ@fu‘:L‘CLiCambridged)?éE"a?éy'lzyé’—i‘%ﬂatson}:b\ixz)f%‘Ch'C ®5
DF—9R—ZCSDA2FBLTEHEERSUtanNESERSZ2EVELELEWSHEELE. C

DITIEBRIC48, 000D L EHH Ao TWEY, EOIHSEFHEAICHLIRIHAEDOEIN
ﬁﬂ?&10.300:3&T%éﬁﬁmﬁ%@%%%%ﬁb:hhoor.":ﬁ@d)%“c:éﬂb‘tﬁ%ém:
B3 EHZAE>REL WS LE-R, COFLWERASRZAZ SO TFES
ER) ZRODIBFICEALBEITH B, REEE—: Fﬁ?ﬁl:iﬁ‘f‘?ﬁbﬂf’;%ﬂ@w?ﬂc%
EERALLEINSB (BEREAAHENHE) cEE L ~FicSchleyer?* 3134 Tab ini
HIIHEIRE 2 TS DORZVHAE B ICHLTELEZARDAZLE LT WA, VatsonZ Sch
leverD X HERTHILEEWES S,

THERM I BFEBOREOFTIZP RN ALLingerONND BN —BER 2 AR 2B EE
TUk, B2ORBLIIEROZEBEETH o 225, AR I>TNATIX -y —OMENE
FicdHTH# ODTBHOFBREHNICREAR - TEET L3I —-TF4Vv T 2RSS
i o R, BRIDI—FT 4V TIREELRSHEEL T, KnllmankAllmgarz)l & 17 (%
FHDE, —HWBOAEBH LIPS NTA—F—% o L REBSRUESZIZ L Z2ERL,
ALBIBONMERLEN TXNT A =% —fED |t Technology TR < TR & L TScienceZH
B, FARKHBARICHRIDIOTREZWILEDKEZILE- AN - IERBLE, &
OERMULTR—EICEFLWAREE A 2o 24, T OHTBiosyn,Polygen W o
EEHBNTA—F D2 EDTHFHEE2BRLLIHAREBOERRBDEIIEL
TWw3Z iMook, Nomany#QCPEORZBRAENS A -y —OHBEEToA2BEINL
BELU R Ccunts&i§ﬁ®ﬁ$¥i7’u7'§Ad)ﬂﬁ?ﬁffﬂ’?“teo‘Cﬂ?bof:.

CountsPZRIME ED2WTlcffiFmx 2. QCPEZ Al Z MentrepreneuricWH T
ESCLFHREORBRKELRBEE L, LESOR. HRFEEZIF<OHFELTHSER
SETREFLEDCOEEINELTLT. M 28L& 2 THEEXLEWLE>TWERSLET S 5.
2 H AE P T CCPE(Computational Chemistry Program Exchange) M Z{Eo TEL L TH
ENXY VESFHET OIS LLEABT a7 VOXERAFZABHREDENEWD
ErLALHEEICERLTChA, (CHPTO S A2 MBI 3B GCREFEOTES
ABRREEWEZODZETHDE.

Ml T 3EHZII RS WIRLT, EEREONOD T TIZStewartFHOPACKC MAFHE
Bz Ahr#ErersLlLi, BELZ ﬂt.dlory@ﬁﬂ&&@if’?%ﬁ?ﬂrf@?ﬂ:%&b-ﬁ%7‘3:
W EMEo T oD LE, NIPACT O 7S A BERITE WeotentialityZBOTWAD

ERASIcdEr3d, B bHMAIEF LTREP 2L —BOFELEXRTLUISFHO
SATIY—RARTEWEFE2E2OT. TEESZLORICL TdistridbutedT 32
BOWTEBARER S Mbo TEWTHRTIATE LA, ENZEREROBESEEEWS
tewartiZ U T EMAQCPER S H L TH IS LIc L, HidGlasgowz 3 &L > TT XY
HEEFHTFI—KEARHEIN-T2E2TWEEITH B, 2WTKHAHBELZTD



CBEQPEN SHAMPACE WS 7T U JARNIPACOEBROERELEEELIIAL 2N
ODTCHELTREDTIAHBRTSEBLES>T W E,

et D G 25 ] ?@151 QDB S B S i85,
BBl . BBICHARDRA - N—a Vvl — Y —CRAT 3HEN B2, BAET
HAAROBETAT Yy 7 ALV EBBRA—N—T Y amF—DEHISIET 50
RKALT7 XY S TREIRCTCRER WL WIS BEXRBES S h i,

AEOEFRSBIIEM»FI3AYy PO—DRFHLELITCTABWEI»NOHEZALS
ABILTHB. SESFHF,. BABAELW oS NEXTIZ e HEXE, TORIC
pputational ChemistryCH U T EWREMZW I LHHEE ez -2, THE{LZ,IZEX
BELTEAEZOTHILP UBLOIWERFRLY, RBORAN S EE RN T
BONEELWLESATERN-—RLAY, ETEWEESRO0E2 n, LEL0OE
SADBHEZEBLEAWDDOTH 3,

BONE-S-TATZIOEIZEHEMRAZAB T T bhvbh T+ oIcHETES LB
Uk, BRELESRAEXBEOETOITF 2T AT DGordondHMick Yy P 2BALENWT
W3, BERSOEETEDO -2 L LUTHELTAESESEZ I N? BitlcKREL R
LTEWEAXRELR (EETRESRE) CELBHOBE2ERT 35,




ML oRitc 5 5 E%) ERARCHELT
fLoegf  Mifne

10H208» 5248 Tl N4 Y CH@ I Computational Methods in
Chemical Design : Molecular Modelling and Coiputer Graphics 1 &5 EBAMRK H
Bl BRI 2 v~VHoENK1 20K, $HETI1ERB¥A, £-2 Y7 E0H
BIEWT AV TZ2OLOPIRSED 754 REVWSHT, 22 B Schloss Elmau &\
SEORFATHONL. SMEREBH 1 80ZTHE) OERTHY, MREHMO
0, XE20, #5v ¥ 14, 24212, UFHEE, 2=—FvERoTORYE, 7
TEHSRIHPERVERZ 1 RDETH-T:. SWTHHHRELI DG, —RAK1 OHF,
RUEZ S — 3 0HOREHS > 14, RROTFRIKRO4DRAMENE
(1) XEHESHEESKATEF) v 7 EMEETHE
(2) MD®NMRI & 3EBRMIE
(83) XTFAN—LPYRATFLEEUETF-IR—-2Z
(1) T57 49 7ARA—N—AVEL—IREN—FITYRFA
HEEZEEVWS2ROELH» S BMOPMMRET AHEERZHE LD SO LR
L0, MOKETARER2H, MMb3H{0AsTH oo, £ANKIKOR, R 7
—HRIVE =8 TIFT 4y 7ARAVERTFOEFY v IRETEIIOHEL, T
SROVTIRBIHFKIIEL o lsh o fo. Evans & Sutherland %% Chemical Design
HOV I+ 2T7DFEV PV =¥ a vbiTbhTWwich, FFOEF) v 7T 5
D, AVE2~9757 49 7ARITHEBLTVB LWIHREZF . N—FY
2 TROVTRBTOEF )V 7OENIKEHMTOVAXLELSEWSHlagbEz
FHLTOYAImMREHCS I - .
FHRIT7IFERBEIAMMAI A - OBBLREDOVTRRLER, N5 A-50Y
2 POFLERBAEZEEOCMEBBRILLETS, 10BULELPOHLIASED - .
EI3ROBAKTHIOEDNT A - DAFREDHEH L TIT> TV EOHNERETHY,
HFHEOEIBRRIEFBAFL IO LZFINOoN LI ITH - 1L,



O EIMEEsRIECE S G = & .3 U A2 X - T

ERBEWHRERZE K2k #H-—
wo®' AA

BOEMULENASESYNRBLBY, STABETRRT E- L 4H
BIEXR¥QOHLERVEYOAGHEEVEEFROERCE<EHBLET.
ETSHEOHBEATRBELY LHBZ40RHBRAA 2 HE, HEA—F.
EHAEEADZOAVWRIPFHELH L., PREANTHOBVWRHRBR - HR OB
EEDESUBY AN VI BRATH I RBES o, chETOMME R
EEEOERRLLCERBET CHU R AR HRRED RN THE S5, H
BRI VBEAROEDOBMAEL HRROLA LA ETHLL AV LEOH
BRBEL. LEFA-TZIOAEERLSEI»LBHISY - IR TH D255
ELE, MR UTORRREMATRAS — o Vs v ERELBRDE, £
FABOOFRERL DML ATEERENR VIO LOMANBAKREL —
By Vs VAT hbATVWIRME¥ COOERREIRYVE R DR VWE IR £,
A= V-Fho0MBOERAADVLONRIFONEN, DHERL KA
B-tyysYERAUHPEETHVEYSLE. ThE07 054K
or%nfn@m%%;vuonrwuﬁﬁﬂnént;5?&u.ﬁﬁAa
LTS EOREORICHRELVLAERETH S, B KAZ -ty vavEeBT
DFHRERLIICLAZIBNBELERRAY -~ CTORBHRHAORELR RO
HRATUBE SO NS OB MELRLTOELERES . S8 AR
5—tyysy®%ﬁ%%&tw%@fééab#L&#BﬁE‘Dﬁ%i%
H. KA - 2o vavaBLblsMERCKLTE RN =BT HIEA
ELTREOBORB LRI B EAD > Lt RELREERIER ST, £4
MAHRE. BMELAMT 3o, tOBMSh IS ZENABATYRT
525, SEHLBEFRAALFLVEAIAMAB LD E. HELELEHAL0S
BO—FBOBERILEEIXADEIRH. HBEALLT. CALOERILHLTE

XABREBREVEDIILES.



B 01 4 TS EAEBE T ST U L B M X T

BERBMBERE 1k H—
o OB B

BHRYVYRII AR, £510018.19 HOWH. HALELROKBERUL BT 2ESH
RAED— DL UTAHBIERZLTHEZLE., AV YRY T LE. B 9H (BF) &
URBHBRRLKEBR IS AEBR KD S LAKI. HEREEHR2LOBREORTH
BEhB3XD-oTSEBEEX 5%

ET. SHOV YRV IARLBT2BEARAE»SRERRERIE. (1) QSAREEH (N4
—VEBBLED) 9. (D RN A—F: TH, ) EFHICETEIH O 44, 4O 2
VE:—FVZ?A@%%'E%:4#‘G)%®M:3#kE018U‘é%§#ﬁﬁ
26T Ho- 2.

SEIE. BHROERILEHARLSFLEL IAEREL. 0B17TH—10H9HOZHHMOH
Brhotkd., AV YRV AR -HMELHHERLEFLTREAA T RDbAELS DD
 hLTHALD 0K HMASBMELBTERARRAG bz, TOZLIEOWVT
. BELEEHASTOMMORRLO T U S AEBE T2V, HRQWA W HEES
HEMEORALEDEII TR - RELEDOSYTHEH. BEHBEDED ICHRNE
DRLARVWALWIOF—BOLRETH- L2 LHbEETHY. LEKREBTHEA
—F. HEsBTEALERBTH S,

T MELOARGHBAL LT, BE. CEFRCSVTLZORE - KA
ERTVWBALHEE. BLUF Vv AVBUBTAERALRYV LY. TATHEGADEEO
B (HAREB®A - LHFEEKE) . 2V 7E0NEREL TR BERTX
CRANRLE) O-HEELEL. BREOHRELBTESHEOER L Aok, 0T
hbky NREHETHHILND. BNEOAZLBELEBDOEILREZELOEBVLT
ZLIATHY. BHAEEBRE TS EAELE KD THILR L LITIRETHS.

M, RV YR ADERIEEHRELOBBELODVWTORF - EFcETIHRLE
KT BH. BV YRV AOREABORB. YUK HBLEETRATORERROH I

SEEHEERNE  S7FRHABEORAN6H) 2R3 O, SHROBR TR
HEEAHDOTH S, .

REY YRY I LARIERE - BOBEKBOPUHREOTC. SERARCHBRILENR
2 (ZOFOMBFARBRBEERE - UBHEHHB) LOoBEOBTHEZIAEIZLLE
sk BADRELHBETIRETH S, '

BHI. BNMTHRRAAEEZORANEL, BECRT3EOH > BEVT
BEEBIC, AU UKYYLBEBILYY, BAN - BB I EVEEFSMICBLERLE
FTABEERX S,

* FBIARBUEHABRATENREAS L ASE (FME) WAV Y RI I LDHHHE
ShiEED.




CHEMICAL STRUCTURES:
THE INTERNATIONAL LANGUAGE
OF CHEMISTRY |

Sunday 31st May
to
Thursday 4th June 1987

LEEUWENHORST CONGRESS CENTER
NOORDWIJKERHOUT
THE NETHERLANDS

The joint sponsors of this conference are the American Chemical
Society Division of Chemical Information, the Chemical Structure
Association and the Chemical Information Groups of the Royal
Society of Chemistry and the German Chemical Society.

Subjects to be covered include substructure searching methodologies
(for both molecules and reactions), databanks, new technologies
(including micros,- optical disks, parallel processing and expert
systen), access to integrated in-house databases, end-user search-
ing and human factors. Technical sessions will be held mainly

in the mornings and evenings.

Mr. C. Citroen

Center for Information and Documentation
TNO, P.0Q. Box 36 .

2600 AA Delft

THE NETHERLANDS

The closing date for application is 31st March 1987.
After January 15th all charges will increase by 20%.
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