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Alpha Scatter, Robert C. Rittemhouse, p.388
Wave, James R. Hutchison and Martin Rose, p.388
Sum of Two Waves, Robert H. Good, p.389

Aufbau, Dale L. Jensem, p.389

Periodic TableWorks, John L. Holmes, p.389

Vol. 65, No.6 JUNE 1988
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Evolution of the Computer Series, John W. Morre, p.524

When Versa... Goes Apple...for a Blind Chemist!, Jean-Pieve Carties and Peter Jones,
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Computers in Schools ' John W, Moore and Ellzabeth A. Moore
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ck, p.597

Vol. 65, No.8 AUGUST 1988 L
Computer Series 94: Programming Style "~ G, Scott Owen
Journal of Chemical Education Software Abstract for Volume IB, Number 1

KC? Discover: Exploring the Properties of Chemical Elements, Aw Feng, John W. Mbore,
William Harwood, and Robert Gayhart, p.695

About This Issue: "KC? Discover”, John W. Moove, Issue Editor, p.695

Vol. 65, No.9 SEPTEMBER 1988

Computer Series, 95: Bits and Pieces, 38 edited by John W. Moore
The “Chemical Pursuit” Tournament, John C., Stenz, p.791

A Computer-Simulated Experiment on Vapor-Liquid Phase Equilibrium, Nomman C. Craig,
Brian J. Broun, William S. Chamness, and Elaine B. Mulvey, p.792

The van der Waals Equation and Vapor Pressure of Liquids, Herbert R. Ellison, p.793

Error Analysis for Multicomponent System, J. H. Kalivas and C. W. Blount, p.794
Polymerization Distribution Experiment Simulation, L. Oliver Smith, p.795
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their Data, Jeffrey E. Keiser, p.796

Use of an 8087 Co-Processor Chip to Speed up MOLDOT, Steven Brumby, p.797
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BOB4T (12B) #MmxEH. EH. E
3D molecular lipophilicity potential profiles: a new tool in molecular modellng, P.
Furet, A. Sele and N. C. Cohen, p.182

LOPAL and SCAMP: techniques for the comparison and dlsplay of protein structures, G.
J. Barton and M. J. E. Stemberg, p.190

Color illustration, P.197

Estimating and representing hydrophobicity potential, J. —L. Fauchéve, P. Quarmedon
and L, Kaetterer, p. 203
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Corwin Hansch, The Pioneer of QSAR, E. Coats, J. Seydel and A. Leo, p 119
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The characteristic polynomial of a chemical graph, N. Trznajsttc, p. 197

Papers

Approximate polynomial expressions for Rydberg-Klein-Rees curyes of diatomic
covalent molecules, J. L. Viollaveces C., G. A. Arteca, F. M. Ferndndez and E. A €
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Isospectral Multitrees, M. Randi and B. Baker, p.249
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Symposium Overview, The Shell Conference on Computer-Aided Molecular Modelling, G. R
. Hays abd D. P. de Bruijn, p.165

COT$8ter-Aided Molecular Modelling: Research study or research tool?, A. Dearing,
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Molecular Modelling in design of crop protection chemicals, Barbara Odell, p.191
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Fig. 1. Relative speed factor as a function of the number of processors

" Table 1. This is a Sample Table.

Structure Cpu Time New Structures .
Cholesterol - 123.5sec o 143 *

. Morphine . 1300 3

_ Nicotine 5.0 S 32

*These structurcs were not reported in the literature.



Meetings

14-19 April 1989.

Computer Modeling of Carbohydrates.

Dallas, TX. ,

Contact: Dr. Alfred D. Frehch, Southern Regional Research Center, U. S. Department
of Agriculture, P. 0. Box 19687, New Orleans, LA T0179 (504-286-4250).

24-26 April 1989.

Supercomputing by University Persons in Education and Research

Lexington, KY.

Contact: Sandy Leachman, SUPER!, Center for Computational Sciences, 325 McVey Hall,

University of Kentucky, Lexington, KY 40506 (606-257-8737; FAX: 606-257-4000;
BITNET: sandyaukcc).

24-29 April 1989.

1989 Spring Meeting of the Materials Research Society.(Symposium G: Growth,
Characterization and Properties of Ultrathin Magnetlc Films and Multilayers.)

San Diego, CA.

Contact: Ernesto E. Marinero, IBM Almaden Research Center, 650 Harry Road, San Jose,

CA 95120-6099 (408-927-2016).
21-23 May 1989.

Symposium on New Directions in Proteln Folding, Structure & Design.

St. Louis, MO.

Contact: Sherin S. Adel-Meguid, Monsanto Co., 700 Chesterfield Village Pkwy., St.
Louis, MO (314-537-6395) or Jeffrey Skolnick, Institute of Macromolecular Chemistry,
Dept., of Chemistry, Washington University, St. Louis MO 63130 (314-889-4521).

28 May-2 June 1989.

IXth International Conference on Computers in Chemical Education and Research
(ICCCRE). ‘

Riva del Garda, Italy. ;

Contact: Dr. Mario Marsili, IXth ICCCRE, Piazza Gondar, 14, 00199 Rome, ITALY or
Dr. Peter Lykos, Illlinois Institute of Technology, Chicago, IL 60616.

26 June-1 July 1989.

Four th Annual Conference on the Interface between Mathematics, Chemistry and
Computer Science.

Dubrovnik, YUGOSLAVIA,

Contact: Dr. David Edelson, Department of Chemical Engineering, FAMU/FSU College of
Engineering, P. 0. Box 2175, Tallahassee, FL 32316-2175.

26 June-1 July 1989. v

Environmental Effects on Molecular Structure and Chemical Reactibvity.

St. Johns, Newfoundland, CANADA.

Contact: TOCaMUN, c/o Department of Chemistry, Memorial University of Newfoundland
St. John’s Newfoundland, A1B 3X7 CANADA.

23-29 July 1989,

American Crystallographic Association Annual Meeting.

Seattle, WA,

Contact: Dr. Elinor T. Adman, Department of Blologlcal Structure-SM20, Unlver31ty of
Washington, Seattle, WA 98115 (206-543-6589; BITNET: ADMANG@UWALOCKE) (includes

sp901sg workshop on Molecular Dynamics in Simulation and Crystallography Terry
Stouch

10-15 September 1989.
198th ACS National Meeting.



Miami, FL.
Contact: B. R. Pruitt, 1155 16th St., NW Washlngton, DC "200036. (202-872-4396)

11-15 September 1989.

Modeling of Molecular Structure and Properties of Physical Chemistry and Biophysics.

Nancy, FRANCE.

Contact: Division de Chimie Physique, 10 rue Vauqyel1n, 75005 Paris, FRANCE
(EARN/BITNET: RIVAILAFRACTIN 11)

16-26 September 1989.
X-Ray Crystallography and Drug Action.
Erice, ITALY

Contact: Prof. L. Riva di Sanseverino, Piazza Porta San Donato 1, 40127 Bologna,
ITALY.
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JOURNAL OF COMPUTER-AIDED MOLECULAR DESIGN

19992845 (1H) WX HEH. H#H . H

Computer simulation study of the binding of anm antiviral agent to a sensitive and a
resistant human rhinovirus, Terry P. Lybrand and J. Andvew McCammon, p.259

A theoretical study of the Si-0 bond in disiloxane and related molecules, Raymond J.
Abraham and Guy H. Grant, p.267

Molecular mechanics calculations on deaminooxytocin and on deamino-arginine-
vasopressin and its analogues, A. Liwo, A, Tempczyk and 7. Grzonka, p.281

Upperbound procedures for thé identification of similar three-dimensional chemical
structures, Andrew T. Brint and Peter Willet, p.311

Crystallographic studies and semi-empirical MNDO calculations on qulsquallc acid and
its analogues: Systems containing unusual pyramidal heterocycllc ring nltrogens,
David E. Jackson, Barrie W. Bycroft and Trevor J. King, p.321

MACHINE-READABLE DATA FROM VOLUME 1
NOW AVAILABLE ON PC DISK

As a service to the molecular modeling community, Dr. James B. Dunbar Jr. of
the Center for Molecular Design at Washington University has collected molecular
modeling information from journal articles appearing in the first volume of the
Journal for Computer-Aided Molecular Design. All of the authors in the first three
issues of the journal were requested to submit their information in machine-readable
form to Dr. Dunbar. The information was reformatted where necessary to be
compatible with the Brookhaven PDB file format for macromolecules and the MOL file
format (SYBYL) for small molecules.

The resulting ASCII files are available on either IBM pc diskettes (5.25 in) or
Macintosh diskettes (3.5 in). For those wishing to receive either type of
diskestte, please send a check for $25 payable to Dr. James B. Dunbar Jr., Center
for Molecular Design, Department of Pharmacology, Washington University School of
Medicine, St. Louis, MO 63110, and specify which type of diskette you wish.

Information from the following articles is available on the diskette:

1. A unigque geometry of the active site of angiotensin-converting enzymé consistent
with structure-activity studies. D. Mayer, C. B. Naylor, I. Motoc and G. R.
Marshall. (Volume 1, Issue 1)

2. Modelling of a-lactalbumin from- the known structure of hen egg white lysozyme
using molecular dynamics. B. Robson and E. Platt. (Volume 1, Issue 1)

3. A'Molecular graphics study on structure-action rélationships of calcium-
antagonistic and agonistic 1,4-dihydropyridines. H.-D, Holtje and S. Marrer.
(Volume 1, Issue 1)

4. Computer-aided molecular modeling of a D:-agonist dopamine pharmacophore. R.
Tonani, J. B. Dunbar Jr., B. Edmonston and G. R. Marshall. (Volume 1, Issue 2)

5. Designing novel nicotinic agonists by searching a database of molecular sharpes.
R. P. Sheridan .and R. Venkataraghavan. (Volume 1, Issue 3)



JOURNAL OF CHEMICAL INFORMATION AND COMPUTER SCIENCES

B29%15 (2H) imXEBE. ZEH. B

The Standard Molecular Data Format (SMD Format) as an Iategration Tool in Computer
Chemistry, H. Bebak, C. Buse, W. T. Donner, P. Hoever, H. Jacob, H. Klaus,

J. Pesch, J. Roemelt, P. Schilling, B. Woost, and C. Zirz, p.1

Introduction of Two-Dimensional NMR Speciral Information to an Automated Structure
Elucidation System, CHEMICS. Utilization of 2D-INADEQUATE Information, Kimito
Funatsu, Yulaka Susuta, and Shin-ichi Sasaki, p.6

An Expert-Database System for Sample Preparation by Microwave Dlssolution. 1.
Selection of Analytical Descriptors, F. A, Settle, Jr., B. I. Dzamondston,
H. M. Kingston, and M. A, Pleva, p.11

Automation of Numerical Data Complications, Randolph C. Wilhoit and Kenneth N. Marsh,
p.17

Formulation of Isomeric Reaction Types and Systematic Enumeration of Six-Electron
Pericyclic Reaction, Shinsalu Fujita, p.22

A Database and Retrieval System for the NBS Tables of Chemical Thermodynamic
Properties, Peiming Wang and David B. Neuman, p.31

FOMPUTER SOFTWARE REVIEWS

Xerox Desktop Publishing Series-Ventura Publisher Ed1t10n (Versio 1. 1) Reviewd by
Joseph Hilsenrath, p.39

Pagemaker, Reviewed by Clemens Jochum, p.40

STN Express, Reviewed by Yecheskel Wolman, p.42

BOOK REVIEWS

Chemistry by Computer: An 0verv1ew of the Applications of Computers in Chemlstry By
Stephn Wilson, Reviewed by Richard L. Deming, p.43

Chemometrics: A Textbook. By D. L. Massart, B. G. M. Vandeginste, S. N. Deming, Y.
Michotte, and L. Kaufman, Reviewed by M, Otlo, p.44

JOURNAL OF MATHEMATICAL CHEMISTRY

H2EALT (10}5]) WX HEH. EH. H
Shape group studies of molecular similarity: Shape groups and shape graphs of
molecular contour surfaces, P, G. Mezey, p.299

Global and local relative convexity and oriented relative convexity; application to
molecular shapes in external fields, P. G. Mezey, p.325

Topological indices for molecular fragements and new graph 1nvar1ants, 0 Meklnyan,

D. Bonchev and A Balaban, p.347

Graphical shapes Seeing graphs of chemlcal curves and molecular surfaces, F Harary
“and P. G. Mezey, p.377

Notes
Molar volumes of alkanes and topological indices, T. P. Radhakrishnan and W. C. Hem



don, p.391

The Method of quasi-stationary sensitivity analysis, T. Turanyi; T. Berces and J.
Toth, p.401

Journal of Computational Chemistry

Volume 9 Number7 Oct/Nov 1988

A Molecular Mechanics Study of the Si—Q Bond and Alkyl-Silanes.
Raymond J. Abraham and G. H. Grant » p.709

Applications of the Model Potential Method to Transition Metal Compounds
Eisaku Miyoshi and Yoshiko Sakai + P-719

Validity of the Hammond Postulate and Constraints on General One-
Dimensional Reaction Barriers
Gustavo A. Arteca and Paul G. Mezey + P.728

Representation of the Molecular Electrostatic Potential by Atomic Multipole
and Bond Dipole Models
Donald E. Williams + P.745

A Simple Method for Calculating Reliable Atomic Charges in Large Molecules
John Mullay , p.764

Computation of One and 'T'wo Electron Spin-Orbit Integrals
Harry F. King and Thomas R. Furlani » P-771

Ab Initio Calculations Relevant to the Mechanism of Chemical Carcinogenesis
by N-Nitrosamines. VIII. Effects of Hydration on Various Reactions
Involved in the Formation and Metabolism of N-Nitrosamines
Rosanna Bonaccorsi, Jocopo Tomasi, Christopher A. Reynolds, and
C. Thomson , p.77¢

Theoretical Calculations of Proton Aflinities of Azines. Prediction of the
Relative Basicities and Preferred Protonation Sites
Javier Fernandez Sanz, Julio Anguiano, and Jaume Vilarrasa + p.784

Calculation of the One-Electron Two-Center Integrals with STOs Using
Recurrence-Based Algorithms . :
J. Fernandez Rico, R. Lopez, and G. Ramirez '+ P 790

JOURNAL OF CHEMICAL EDUCATION

Vol. 65, No.10 OCTOBER 1988

Computer Series: 96 edited by John W, Moore

A Direct Method for the Propagation of Error Usnng a Personal Compuler Spreadsheet
Program, Hlenry. Donato, Jr., and Clyde Metz, p.867

A Simple Numerical Method for Solving Compolex Equ:llbrla, Jerald A. Devore, p.868
JCE: Software: Abstract of “The Computer Based Laboratory , Daniel C.Kvause, p.875

Vol. 65, -No. 11 NOVEMBER 1988 ,

Compuler Series: 97 <+ edited by John W.: Moore -
Bateman Equation Simplified for Computer Uqage, Jack G. Kay, p.970

Monte Carlo Simulations of Polymer Configurations with a Personal. Compulter, 9ven
Engstrom and Maria Lindberg, p.973
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MEETINGS

26 June-1 July 1989.

Fourth Annual Conference on the Interface between Mathematics, Chemistry and
Computer Science.

Dubrovnik, YUGOSLAVIA.

Contact: Dr. David Edelson, Department of Chemical Engineering, FAMU/FSU College of
Engineering, P. 0. Box 2175, Tallahassee, FL 32316-2175.

26 June-1 July 1989.
Environmental Effects on Molecular Structure and Chemical Reactivity.
St. Johns, Newfoundland, CANADA.

Contact: TOC@MUN, c/o Department of Chemistry, Memorial University of Newfoundland,
St. John's Newfoundland, A1B3X7 CANADA.

10-14 July 1989,
QCPE Workshop on Computational Chemistry. Marboro, MA.

Contact: Richard Counts, QCPE, Department of Chemistry, Indiana University,
Bloomington, IN B7405 (812-335-5678).

23-29 July 1989.

American Crystallographic Association Annual Meeting.

Seattle, WA.

Contact: Dr. Elinor T. Adman, Department of Biological ‘Structure-SM20, University of
Washington, Seattle, WA 98115 (206-543-6589; BITNET: ADMAN@UWALOCKE) (includes

special workshop on Molecular Dynamics in Simulation and Crystallography— Terry
Stouch). ‘

14-18 August 1989. :

Gordon Research Conference on Quantitatives Structure Activity Relationships.
Tilton, NH.

Contact: Dr. Alexander Cruickshank, Gordon Research Center, 3071 Route 138,
Kingston, RI 02881 (l401-783-4011; FAX: UO1-783-7644).

7-8 September 1989.

Ab Initio Quantum Chemical Software for Supercomputers.
Columbus, OH.

Contact: Quantum Chemical Symposium, Ohio Supercomputer Center, 1224 Kinnear Road,
Columbus, OH 43212-1154.

10-15 September 1989.
198th ACS National Meeting.
Miami. FL.

Contact: B. R. Pruitt, 1155 16th St., NW Washington, DC 20036. (202-872-439).

11-15 September 1989.

Modeling of Molecular Structure and Properties of Physical Chemistry and
Biophysics.Nancy, FRANCE. :

Contact: Division de Chimie Physique, 10 rue Vauquelin 75005 .Paris, FRANCE
(EARN/BITNET: RIVAIL@FRCINi1).

3-U October 1989.
Computer Simulation of New Materials.
Ithaca, NY. :

Contact: A. Redelfs, Cornell Theory Center, 265 Olin Hall, Ithaca, NY 14853-5201



(607-255-T157).

16-19 October 1989.
Forty Years of Quantum Chemistry.
Athens, GA.

Contact: Prof. Henry F. Schaefer III. Center for Computational Quantum Chemistry,
The University of Georgia, Athens, GA 30602.

9-12 November 1989.

Symposium on Biomedical Supercomputing '89 (IEEE Engineering in Medicine and Biology
Society, 11th Annual International Conference).

Seattle, WA.

Contact: Dr. J. Yadv, University of Medicine and Dentistry of New Jersey, Dept. of
IST, 185 S. Orange Avenue., Newark, NU 07103 (201-U456-6789).

8-14 July 1990.
World Association of Theoretical Organic Chemists.
Toronto, Ontario, CANADA.

Contact: WATOC Congress 1990, c/o Department of Chemistry, University of Toronto,
Toronto, Ontario, CANADA M5S 1At.
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QUANTITATIVE STRUCTURE-ACTIVITY RELATIONSHIOPS

198BEH T %48 wXxMHE. E&H.H

Model-Based Relation between Physicochemical Properties, Uptake and Uncoupling Effect
of Carbonylcyanide Phenylhydrazones on Oxidative Phosphorylation at Cellutar Level,
Sturdik, E. Balaz, §. Durcova, E., Sturdikova, M., Sulo, 0., Antalik, M., Mikes, V.
and Dadak, V., p.221

Computer-Assisted Structure-Activity Relationship Analysis: Pattern Recognition Studies
on Hypolipidemic Arylpropionic Acid Derivatives, Gombar, ».k., Jaeger, E. P. and Jurs
p. C., P.225 '

The Effect of Molecular Structure on the Distribution and Elimination of Some Organic
Acids in Rats, Laznicek, M. and Kveline, 1., P.234

Modeling the Interaction of Small Organic -Molecules with Biomacromolecules (the Oasis
" Approach). V. Tosicity of Phenois to Algae “Lemna Minor", Mekenyan, 0. G., Bonchev,
D. 6. and Enchev, V. 6., P.240

Visicosimetric Evaluation of Solvent Effect. II. Determination of the Range of the
Applicability of the Method, Batko, A., Mazurkiewicz, J. and Tomasik, P., P.2U5

JOURNAL OF CHEMICAL EDUCATION

Vol. 65, No. 12 DECEMBER

JCE: Software: Abstract of “HPLC: A Computer Simulation of High-Performance Liquid
Chromatography", Robert C. Rittenhouse, p.1050

Computer Series 98:
Electronics for Scientists: A Computer-Intensive Approach, Alexander Scheeline and
Brien J. Mork, p.1079

Vol., 66, No. 1 JANUARY
Aids for Teaching Online Searching of the Chemical Literature, Carol Carr, p.2}

Independent Student Searching of the Chemical Abstracts Files, James H. Hiller, p.2l

Searching Chemical Abstracts Online in Undergraduate Chemistry: Part 2. Registry (
Structure) File: Molecular Formulas, Names, and Mame Fragments, Hiroslav Krumpolc,
Diana Trimakas, and Connie Miller, p.26 ‘

Semiempirical and ab initio Calculations of Charged Species Used in the Physical
Organic Chemistry Course, Richard D. Gilliom, p.h7

Journal of Chemical Education: Software: Abstract of “The Periodic Table Videodisc,
Alton J. Banks, p.19

Computer Series 99: Bits and Pieces, 39 edited by John W. Moore

Accurate Numerical Solutions of the One-Dimensional Schrédinger Equation, Joel
Tellinghuisen, p.51

NMR Simulation and Interactive Drill/Interpretation, Robert Badger, Josph Lesniak,




and Stephen Rutta, p.52

A Simple Computer Program for the Calculation of '°C-NMR Chemical Shifts, Alejandro
C. Olivieri and Teodoro S. Kaufman, p.53

Constants of 1:1 Complexes from NMR or Spectrophotometric Measurements, Valeria Nurchi
and Guido Crisponyl, p.5h

Saturation Properties at a Given Temperature from Cubric Egquations 6t‘ State, p.54

Topics in Chemical Instrumentation edited by Frank A. Settle, Jr.
Robots in the Laboratory— An Overview, Janet R. Strimaitis, p. A8

Vol. 66, No. 2 FEBRUARY
Computer Series 100:

Collisional Relaxation via Eigenfunction-Eigenvalue Expansion: Analysis of a Simple
Case, Wendell Forst, p.142

Journal of Computational Cherhistry

Volume 100 Number 2 March 1989

The Calculation of Molai' Polarizabilities by the CNDO/2 Method: .
Correlation with the Hydrophobic Parameter, Log P
David F. V. Lewis , P.145 .

Combined Bond Polarization Function Basxs Sets for Accurate Ab Initio
Calculation of the Dissociation Energies of AH, Molecules (A = Li to F)
J. M. L. Martin, J. P. Francois, and R. Gijbels , p. 152

AM1 Studies on the Potential Energy Surface for the Proton Transfer in
Protonated Water Clusters, H*(H,0),
Jae Young Choi, Ernest R. Davidson, and ‘Ikchoon Lee + P-163

Extrapolation of the Time-Step Bias in Diffusion Quantum Monte Carlo by
a Differential Sampling Technique
David R. Garmer , p.176

Guanidinium-Type Resonance Stabilization and Its Biological Imphcatlons.
2. The Doubly-Extended-Guanidine Series
Meredith J. Jordan and Jill E. Gready , p.186

Stochastic Search for the Conformations of Bicyclic Hydrocarbons
Martin Saunders ¢ P- 203

Optimization of Parameters for Semiempirical Methods I. Method
James J. P. Stewart , p.209
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Raman spectroscopic studies of substituted bipyridines, their ruthenium(ll) complexes and
surface-derivatized TiO,
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On the generalized continuum model of dipolar solvation dynamics
B. Bagchi (Bangalore India), E.W. Castner and G.R. Fleming (Chicago, IL, U.S.A)}, p.171
Theoretical studies on the stabilities of 1,2- and 1,3-isomers of cyclic HsA,X; (A=C,Si,
X=0,S,CH2): the anomeric effect at silicon
P.N.V. Pavan Kumar {(Hyderabad, India}, D.-X. Wang, B. Lam and T.A. Albright
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Cytochrome C Dynamics
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FOF 4R 7Lt Y 2R EZBHIBEIFETR, "INt TUvEHEFCHT A
2TD2BFHBELOHEE, TOEBBEF 4+ RI~NEEL, # L TSelf-consiste
MEZFZANVNE-—2EELD0 Y7 2REEREBES. LAL., COED2EFRE
FOFNBEBREFHROA4BILEALTCHARTZ LD, F1 27 N0T 72Nk
Lic-TcHImLES, Coid, HAHE. RO M) 7 RHELHT <7 b
{toBEBHHFEIABIOIRW L, F4R71/0%x v 2EBY, 7 P AVIEDHEEER
SREEEINERTATLR,

ﬁLuiETm\2%%%%%4y957%47mﬁﬁbuﬁemwvbdax%
HERKL, 5k, BHL0ohDdPDR v 2 ER>TWVWhEF 4 X 21/00MEEEB L, ~
7N 5 UAHEBOBEERAKBRESIZ EBTEE T,

TITANEKBHEIS#/fab-initioffEGaussian’ 88RIDAEY LT
by 7 2EBHIESFECLIDBELLIATVE §

¥ /o, ab-initioff B LAMPAC, MOPACKKEINIYEERNE T
HHBARCBWTR, 20 ) 7 RFEAESUBEFLIREST CVWES, COK
DT P Y IZ2EBEOH LWEEE L CTLapackBBREHh E Lo

Lapackit B VW TH, TPV 2R2RBIBIZVL 2bOFHOTE—~FicLEYTS 7L
“UXA@\TITANkbU%A7bWV/ZymijﬁVEi@i%uémim
KES>ELLDEERLLZERLTVE 3 :

FT—F v b TH., COLapack®F XA b + 44 P ER->TBD, HAEAMPACA~
DA 7Y A I EEET-oTWVWE DS, -



3. TMSV7bFox7
3—1. BioGrat.

KE 1A FHFA rdickofRehit, ERVOHE LIS 7 4 9 7 A BHEs—
Biadhicy 7 b9 x7 T, i, HAEKH, BBE 41 79422585 cs
U2HMABOF 2 W CHAHEBEGTZ Y 7 b9 27T

AHEST. 77 HB,. R, BE. RAk{tWcorwTHAOEFY v /%
Rb, EFY YIS BTEDVWTHRFANE, DFPNFHEOETHAET T,
X. PDBRBEREF—IRN—XEDL Vv I—T 21 2bEFESNTBY, Choo
F—FEOVWTERR, BE. 23 VF-FHEETS 5 ENTET S,
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MEETINGS

13-18 August 1989.

MacroMolecules, Genes and Computers Chapter Two

Waterville Valley, NH.

Contact: Temple Smith, MBCRR— J815 Dana- Farber Cancer Instltute iy Blnney St.
Boston, MA 02115.

14-18 August 1989.

Gordon Research Conference on Quantitatives Structure Activity Relationships.
Tilton, NH.

Contact: Dr. Alexander Cruickshank, Gordon:Research.Center, 3071 Route. 138,
Kingston, RI 02881 (401-783-4011; FAX: 401-783-T64l).

7-8 September 1989.

Ab Initio Quantum Chemical Software for Supercomputers

Columbus, OH.

Contact: Quantum Chemical Symposlum, Ohlo Supercomputer Center, 122u Kinnear Road
Columbus, OH 43212-1154. :

10-15 September 1989.

198th ACS National Meeting.

Miami. FL.

Contact: B. R. Pruitt, 1155 16th:St., NW Washington, DC 20036. (202-872-4396).

11-12 September 1989.

Molecular Graphics Society, Second.Oxford Conference on Appllcatlons of Molecular
Orbital Methods to Chemistry and Blology

Oxford, 'ENGLAND.

Contact: Dr. F. Blaney, Beecham Pharmaceutlcals Coldharbour Road Harlow, Essex
CM19 5AD, ENGLAND. :

11-15 September 1989.

Modeling of Molecular Structure and Properties.of Physical:.Chemistry and
Biophysics.Nancy, FRANCE. .

Contact: Division de Chimie Physique, 10 rue Vauquelin 75005 Paris, FRANCE
(EARN/BITNET: RIVAIL@FRCTN11). ‘

2-l October 1989." : :

Colloquium on Computer Simulations .in Protein Englneerlng and Drug De51gn Theory
Meets Experiment.

Tokyo, Japan.

BigRE  TI102 TRER—FHE9 /Y IEILF HETSATYFIvEa— 7@/7bo1
T&H HE @03-222-0750

3~l October . 1989.-

Computer Simulation of New Materials.

Ithaca, NY.

Contact: A. Redelfs, Cornell Theory Center, 265 Olin Hall, Ithaca, NY 1&853 -5201
(607-255-7157) .

16-19 October 1989.

Forty Years of Quantum Chemlstry

Athens, GA.

Contact: Prof. Henry F. Schaefer III. Center for Computational Quantum Chemistry,
The University of Georgia, Athens, GA 30602.




9-12 November 1989.

Symposium on Biomedical Supercomputing '89- (IEEE- Englneerlng in Med1c1ne “and Biology
Society, 11th Annual International:Conference). . .

Seattle, WA.

Contact: Dr. J. Yadv, University of Medicine and Dentistry of New Jersey, Dept. of
IST, 185 S. Orange Avenue., Newark, NU 07103 (201-456-6789).

-6 December 1989.

Workshop on Aspects of Molecular Graphics.

Pisa. ITALY. o
Contact: Secretariat Molecular Graphics, c/o ICQEM, Via Rlsorglmento, 35, 1-56125
Pisa, ITALY.

Spring, 1990.

American Crystallographic A55001at10n Annual Meeting.

New Orleans, LA.

Contact: Cheryl Klein, Department of Chemistry, Xavier University, 7325 Palmetto
Street, New Orleans, LA 70125 (504-486-T411; BITNET::  CLKCM@UNO).

8-14 July 1990.

World Association of Theoretical Organic Chemists.

- Toronto,. Ontario, CANADA.

Contact: WATOC Congress 1990, c/o Department of Chemistry, Unlver31ty of Toronto,
Toronto, Ontario, CANADA MBS 1A1.

23-27 JULY 1990. ‘

Expanding Frontiers in Polypeptide and Peotein ‘Structural Research.

Whistler, British Columbia, CANADA.

Contact: Dr. V. Renugopalakrishnan. Harvard Medical School, Department of Orthopedic
Surgery, 300 Longwood Avenue, Boston, MA 02115 (617-735-8413).

30 May-9 June 1991.

Static, Kinematic and Dynamlc Aspects of Crystal and Molecular Structure.

Erice. Trapani, ITALY.

Contact: Prof. L. Riva Di Sanseverino, D1par1mento de Scienze Mineralogiche, Piazza
Porta San Donato 1, 40126 Bologna, ITALY.

July, 1991.

American Crystallographlc Assoclatlon Annual Meeting.

Toledo, OH.

Contact: Alan Pinkerton, Dept. of Chemistry, Univ. of Toledo, Toledo, OH L3606 (419-
537-4568) .



TETRAHEDRON COMPUTER METHODOLOGY

1988EE 1 %52 5 & HEB. & . H

A history of ab iniiio computational quantum-chemistry: 1950-1960, Henry F
Schaefer, 111, P.97

A rapid approximation to the solvent accessible surface areas of atoms, Winnfried
Hasel, Thomas F. Hendrickson end W. Clark Still, p.103

Similarity searching in the organic reactions doﬁain, Thomas .E. Moock, David L
Grier, W. Douglas Hounshell, Guenter Grethe, Kevin Cronin, James G. Nourse and Jason
Theodosiou, p.117

Interactive generation of Organic reactions by IGOR 2 and the PC-assisted discovery
of a-new reaction, Johannes Bauer, Eric Fontain, Dietmar Forstmeyer and Jvar Ugi, p.
129 ‘ .

Unusual ¢is ring junction streochemistry in a lactol derived from photo¥oxygenation
of abietic acid: an NMR and molecular modeling study, Barbara Gigante, Ana M. Lobo
M. Joao-Harcelo-Curto, Sundaresan Pradbhakar and Henry S. Rzepa, p.133

AIMB: analogy and intelligence in model building. System description and performance
characteristics, W. Todd Wipke and Mathew A. Hahn, p.141

An organic inference program for IBM personal computers, F.. R. Burden, p.169

A Computer-interfaced stepper-motor device for measurement of changing gas volumeS‘
at constant pressure, David Jordan, p.177

Ecode/decode: electronic mailing of complex files, ¥. Todd Wipke, p.181
Contents of Disk 1 to U

Disk 1: ASCII files of each manuscript by author program name (*ASC); bibliography
files (*BIB); LCMANUAL.ASC manual for LogiChem program.

Disk 2: ChemTextemdocument files (only readable with ChemText); MOOCK.DOC Moock
paper (Chem Text 1.2): S$till.DOC Still paper (ChemText 1.1) : READ, ME describes
files.

Disk 3: Burden's LogiChem executable program, read LCMANUAL.ASC on Disk 1 flrst
READ, ME describes files.

Disk Y4: STILL subdirectory: ATAREA.FOR, CKSURF.FOR and MacroModel Molecule files
(*MMO); AIMB subdirectory: MolFiles for models built by AIMB and crystal
structures; ENCODE subdirectory; ENCODE/DECODE programs for mailing complex
docuents, ARC EXE for data compression/expansion, and sample files; RZEPA
subdirectory: MacroModel molecule files, AMPAC.LOG computational history; REFFORM
subdirectory: update for REFFORM system. '



Journal of Computational Chemistry

Volume 10 Number 3 April/May 1989

Spatial Geometric Arrangements of Dlsulfide Crosslmked Loops in
Nonplanar Proteins
Takeshi Kikuchi, George Némethy, and Harold A. Scheraga , p.287

- Multiple Solutions of Unrestrictéd Hartree-Fock EquationS' The SNH*
Radical as an Example
P. Redondo, J. R. Flores, and J. Largo-Cabrerizo 1 P 295

The Gradient-Optimized Geometry of Haloperidol at the 4-21G Level
C. Van Alsenoy, A. T. H. Lenstra,and H.J. Geise , p.302

MC-SCF and CI Calculations on the SiyH; System
Alexander F. Sax and Josef Kalcher | p.309

Basis Set Dependence, Precision, and Accuracy of Full Ab Initio Gradient
Optimizations of Molecular Structures of Nonstrained Hydrocarbons. I.
CC Bond Lengths '

Gunter Hifelinger, Claus Ulrich Regelmann, Tadeusz Marek Krygowski,
and Krzysztof Woznigk + P-329

A Submatrix Algorithm for the Matrix-Vector Multiplication of Very Large
Matrices
Roland Lindh and Per-Ake Malmquist + P.344

Ab Initio Study of the Proton Affinity of a Number of Ortho-Substituted
Pyridines
J. M. L. Martin, J. P. Frangois, and R. Gijbels , p.346

On the Computation of Matrix Elements between Numerical Wave
Functions: The Canonical Functions Method
H. Kobeissi, M. Dagher, A. El-Hajj, and M. Kobeissi» P.358

The Effect of Electron Correlation on the Topological and Atomic
Properties of the Electron Density Distributions of Molecules
Russell J. Boyd and Liang-Chen Wang , p.367

Algorithm for Rapid Calculation of Excluded Volume of Large Molecules
.Jun’ichi Higo and Nobuhiro Go + P-376

Prolog Program for Subgraph Enumeration and Calculation of Molecular
Connectivity Indexes
Kei Takeuchi, Chiaki Kuroda and Masaru Ishida + P- 380

Solving the Finite Difference Linearized Pmsson-Bo]tzmann_Equation: A
Comparison of Relaxation and Conjugate Gradient Methods
M. E. Davis and J. A. McCammon .« P.386

Topological Electron Density Analysis of Phosphines, Phosphaalkenes and
Phosphaalkynes
Steven M. Bachrach , p.392

Conformational Analysxs 48. A Molecular Mechanics (MMP2) Approach to
the Conformational Analysis of Methyl-, Dimethyl- and
Trimethylisochromanes
Edward M. Olefirowicz and Ernest L. Eliel + P-407 |

The Rate of Convergence of the 8 Matrix for the Renormalized Numerov
and Log-Derivative Methods :
J.P.Bragar P- 413



Computer Generation of the Character Tables of the Symmetric Groups
Sn)
Xtaoyu Liu and K. Balasubramaman r P.417

The Tautomerlsm of 1,2,3-Triazole, 3(5)-Methylpyrazole and Their Cations
Javier Cataldn, Marta Sénchez-Cabezudo, José Luis G. de Paz, José
Elguero, Robert W. Taft, and Frederick Anvia , p.426

Volume 10 'Number 4 June 1989

Degenerate Lithium-Hydrogen Exchange Reactions: Ab Initio Models for
Metallation Mechanisms Involving H,,"CH,, NH;, H,0, and HF
Elmar Kaufmann and Paul von Ragué Schleyer. + P.437

Theoretical Study of the Proton Affinities of 2-, 8-, and 4- Monosubstituted” -
Pyridines in the Gas Phase by Means of MINDQ/3, MNDO, and AM1
R. Voets, J.-P. Frangois, J. M. L. Martin, J. Mullens, J. Yperman, and.
L.C. Van Poucke * p.449 .

Nitrogen Inversion Barriers in Three- Membered ngs An Ab Inttzo
Molecular Orbital Study
M. Alcami, J.L.G. de Paz, and M. Yarez + P-468

Atomic Charge Models for Polypeptides Derived from Ab Initio Calculations
M.N. Bellido and J.A.C. Rullmann., p.479

Monte Carlo Simulations for the Study of Hemoglobm-Frag'ment
Conformations
R.S.Chen, p.488

Basis Set Quality versus Size II. Appr0x1mate GTO Wave Functions for
Second Row Transition Metal Atoms -
Knut Faegri, Jr. and Gil Biran, p.495

Molecular Mechanics (MM2) Calculations on Peptldes and on the Protem
Crambin Using the Cyber 205 -
Jenn-Huei Lii, Steven Gallion, Charles Bender Héakan Wikstrom,
Norman L. Allinger, Kenneth M. Flurchick, and M. M, Teeter , -p.503

Application of Various Population Methods to Some Oxygenated Compounds -
Steven M. Bachrach and Andrew Streitwieser.,, p.514 .

Calculation of Number and Free Energy of the Conformers of Linear
Alkanes with Medium and Long Chains. Implications for Catalysls
Dan Fdrcasiu, Patrick Walter, and Kelly Sheils., p.520

A Method for Fitting a Smooth Ribbon to Curved DNA
Tom Darden , p.529

An Ab Inmo D1str1buted Multlpole Study of the Electrostatic Potentlal
Around an Undecapeptide Cyclosporin Derivative and a Co_mparlson
with Point Charge Electrostatic Models
S.L. Price, R.J. Harrison, and M F, Guest. + P. 552

An MNDO Molecular Orbital Study of the Reactions of Protonated Ox1rane

Derivatives (XCHCH20H+, X = CN, Cl, CH;, PH) with Simiple Nucleo- -
philes. Implications for Regioselectivity in-the Reactions of Electrophiles
with Nucleic Acid Bases

George P. Ford and Christopher T. Smith + P.568



JOURNAL OF MOLECULAR STRUCTURE

Number 195, 1989
Crystal structure and spectroscopic behaviour of the 1:2 complex of N, N, N', N'-
tetraethylphthaldiamide with pentachlorophenol
E. Grech and J. Nowicka-Scheibe (Szczecm Poland) T Lis and Z. Malarski
(Wroctaw, Poland), p.1
Spermidine-linked cyclophosphazenes: new SPIRANSA conflguratlons
G. Guerch and J.-F. Labarre (Toulouse, France), p.11 ‘
An answer to the SPIRO versus ANSA dilemmain cyclophosphazenes. Part XI. The first
macro-SPIRO and macro-ANSA species from dioxodiamines
A. El Bakili, P. Castera, J.-P. Faucher, F. Sournies’'and J.-F. Labarre
{Toulouse, France) ', p.21 :
The hydrogen bond in 2-(N, N-dimethylamino-N-oxymethyl)-4, 6-dimethylophenol
M. Rospenk, A. Koll, T. Glowiak and L. Sobczyk (Wroctaw, Poland) , p.33"
Determination of the structure of {i,0)-bicyclo[6.2.2] dodeca- 1 1-ene-2,3-anhydride by
X-ray crystallography and molecular mechanics
N.L. Allinger and K. Chen (Athens, GA, U.S.A)), P.G. Gassman R.C. Hoye and-L.B.
Fertel (Minneapolis, MN, U.S.A) , p.43
Crystal and molecular structure of cytosine trichloroacetate
M. Gdaniec, B. Brycki and M. Szafran (Poznan, Poland) » P.57
Electronic and structural features of y-aminobutyric acid (GABA) and four of its direct
agonists
" K.B. Lipkowitz {Indianapolis, IN, U.S.A.), R.D. Gilardi (Washington, DC, U.S.A.) and
M.H. Aprison (Indianapolis, IN, U.S!A)). , p.65
Calculation of the effect of shock and temperature on hydrogen bonding in water -
F.J. Owens {Dover, NJ,U.S.A} , p.79
Conformational analysis of polyfunctional amino compounds by molecular mechanics.
© Partlll. 1,3,5-Triazacyclohexanes, 2,5,7, 10-tetrazabicyclo[4.4.0]decanes and
1,3,5,7-tetrazabicyclo[3.3. 1]Jnonanes
L. Carballeira, R.A. Mosquera and M. A. Rios {Galicia, Spain}, p.89
Empirical force field calculations (MM2-V4) on biphenyl and 2,2"-bipyridine
C. Jaime and J. Font (Bellatera, Spain), p.103 :
Molecular mechanics and force field calculations in vibrational spectroscopy
L.-O. Pietild (Helsinki, Finland), p-111
Molecular-dynamics simulations of S-p-ribose and f-b-deoxyribose solutions
B.P. van Eijck and J. Kroon (Utrecht, The Netherlands), p.133
Molecular mechanics and molecular shape. Part VII. Structural factors in the estimation
' of solvation energies -
A.Y. Meyer (Jerusalem, Israel) , p.147
Structure and polarized IR spectra of the K,HPO,-3H,0 crystal
J. Baran, T. Lis and H. Ratajczak (Wroclaw, Poland), p.152 .
Rydberg series in the near-UV vapour-phase absorption spectra of (n®-arene) ,Cr(0) and
{n®-arene) ZV(O) complexes
S. Yu. Ketkov, G.A. Domrachev and G.A. Razuvaev (Gorky, U.S.S.R)}, p.175
Structure of electrolyte solutions in aliphatic amines. Part Ill. infrared study of
trifluoroacetates in ethylenediamine :
P. Dryjanski (Warsaw, Poland), p.189
Interaction of guanine with oxygen and further evidence for its asymmetric double well
potential surfaces
P.C. Mishra {Varanasi, India), p.201



Infrared spectrum of the complex of formaldehyde with carbon dioxide in argon and
nitrogen matrices
G.P. van der Zwet, L.J. Allamandola, F. Baas and J.M. Greenberg {Leiden,
The Netherlands)., p.123

Methyl vmyl ketone in the gas phase, |nvestngated by electron dxffractlon infrared band
contour analysis and microwave spectroscopy, supplemented with ab-initio
calculations of geometries and force fields
J. de Smedt, F. Vanhoutegem, C. van Alsenoy and H.J. Geise (Wllruk Belglum) B.
van der Veken and P. Coppens (Antwerp, Belgium), p.227

The molecular structure of t-butyldimethylsilyl chloride in the gas phase determined by
electron diffraction
D.G. Anderson, D.W H. Rankin and H.E. Robertson (Edmburgh Gt. Britain} , p.253

Determination of the gas-phase molecular structures of methyldisilylamine and
ethyldisilylamine by electron diffraction
D.G. Anderson and D.W.H. Rankin (Edinburgh, Gt. Bmaln) r P 261

Conformation-determining factors for complexes of 18-crown-6 cations

* M. Miyazawa, K. Fukushima and S. Oe (Shizuoka, Japan), p.271

Incoherent inelastic neutron scattering studies of proton conducting materials trivalent
metal acid sulphate hydrates. Part |. The vibrational spectrum of H;0,*

D.J. Jones and J. Roziere (Montpellier, France), J. Penfold and J. Tomklnson {Didcot,
Gt. Britain) , p.283 ,

Dynamic aspects of a fast protonic conductor: oxomum perchlorate. Part |. Raman and -
inelastic neutron scattering spectra
M. Pham Thi, J.F. Herzog, M.H. Herzog-Cance and A. Potier (Montpellier, France) and
C. Poinsignon (Grenoble, France) , p.293

Magnetic interactions in Mn(ll)-methylpyrazole complexes
R. Stosser and R. Kalahne (Berlin, G.D.R.), K. Méckel and E. Backhaus
(Schillerweg, G.D.R.) , p.311

35CI NQR study of 2,6-dichlorotoluene
J.L. Caccia, D.J. Pusiol and A.H. Brunetti (Cérdoba, Argentina) » p.3109.

A study of the molecular structure of cocaine using molecular mechanics and NMR
R.A. Mosquera and E. Uriarte (Galicia, Spain) , p.325

Physical properties and structure of 2-nitro-2-nitrosopropane and its dimer ,

O. Exner, P. Fiedler and D. Saman (Prague, Czechoslovakia) and B. Tinant (Louvain-la-
Neuve, Belgium), p.335

Mutual influence of two intramolecular hydrogen bonds in 1,3,5-triketones
D.Kh. Zheglova and 1.K. Kavrakova (Sofia, Bulgaria). A.l. Kol'tsov (Lenmgrad
U.S.S.R.) and Yu.A. Ustynyuk (Moscow, U.S.S.R.)r P.343

The determination of long-range (C,H) coupling constants by one- and two dimensional
NMR experiments
R. Pachter and P.L. Wessels (Pretoria, South Africa) » P.351

Ligand ENDOR study of Cu(ll)-doped L- histidine deuterochlorxde monodeuterohydrate
single crystals at 4.2 K
C.A. McDoweli, A. Naito, D.L. Sastry, Y.U. Cui, K. Sha and S.X. Yu {Vancouver, B.C.,
Canada), p.361




Number 196, 1989

Molecular structure of furan, determined by combined analyses of data obtained by
electron diffraction, rotational spectroscopy and liquid crystal NMR spectroscopy
P.B. Liescheski and D.W.H. Rankin (Edinburgh, Gt. Britain)r . P« 1

Determination of the gas-phase molecular structure of -
tris{trimethylsilyl)(trichlorosilyllmethane by electron diffraction
D.G. Anderson, D.W.H. Rankin and H.E. Robertson (Edmburgh Gt. Britain), A. H Cowley
and M. Pakulski (Austin, TX,U.S.A), P.21

Mise en évidence par spectrométries optiques de formes tautoméres caractéristiques du
{bromo-5 pyridyl-2 azo)-2 diéthylamino-5 phenol (bromo PADAP)
T. Delatour el A. Burneau (Vandoeuvre-les-Nancy, France), p.31

Infrared spectroscopic investigation of complexes of CiF and Cl, with crown ethers and
related cyclic polyethers in argon matrices
H. Bai and B.S. Ault (Cincinnati, OH, U.S.A)) » P-47

Gas-phase structures of perfluorotetraphydrothiophene c-C,FgS, tetrahydrothiophene-1-
oxide, ¢-C,F3SO0, and tetrahydrothiophene-1,.1-dioxide, c-C,FgSO,
H.-G. Mack and H. Oberhammer (TObingen, F.R.G.) and J.M. Shreeve and X.-B. Xia
{(Mosow, ID,US.A).r P.57

The conformational equilibrium of CH3CH,CH,NH;*::Raman study in solutlon and ab initio
calculations
H. Hagemann, H. Bill and J. Mareda (Geneva, Switzerland) » P-69

Rotational isomerism, structure and vibrational assignment of methoxyallene: joint IR and
Raman investigation and non-empirical MO-SCF and valance force field calculations
A. Rastelli and E. Gallinella (Modena, italy} and M. Burdisso (Pavia, ltaly), p.79

Torsional transitions and barrier to internal rotation of 1-butyne
G.A. Guirgis and J.R. Durig {Columbia, SC, U.S.A.) and S. Bell (Dundee, Gt. Brltam) , p.101

Reorientational motion of hydroxide ions in solid RbOH and CsOH
J.Henning and M.D. Lutz (Siegen, F.R.G.), H. Jacobs and B. Mach (Dortmund F.R.G.) ., p. 113

Conformational and vibrational analysis of 2-pentyne and 2- hexyne
G.A. Crowder and P. Blankenship {Canyon, TX,US.A)) , n.125

On the correlation between conformational parameters and deformation energies in syn-

: 1,6:8, 13-diimino[ 14]annulenes with connected bridges
R. Destro, F. Merati, E. Ortoleva and T. Pilati (Milan, htaly) , p.133
o Molecular structure of cycloheptene, C;H,,, as determined by electron diffraction and

molecular mechanics calculations
L.l. Ermolaeva and V.S. Mastryukov (Moscow U.S.S.R}}, N.L. Allinger (Athens, GA,
U.S.A.)and A. Almenningen (Oslo, Norway), p.151

Crystal structures of the diastereomeric salt pair of the prostaglandin intermediate 1R,
25(+)-cis-2-hydroxycyclopent-4-enylacetic acid with S- and R-1-phenylethylamine
M. Czugler and |. Cséregh (Stockholm, Sweden}, A. Kalman, F. Faigl and M, Acs
(Budapest, Hungary) , p. 157 :

Crystal structures of 4,4’ -dimethoxydithiophene and comparison with quantum mechanical
calculations
E.F. Paulus (Frankfurt, F.R.G.), K. Siam, K. Wolinski and L. Schafer (Fayetteville, AR,
US.A), p.171

Electronic structure and conformational properties of the amide linkage. Part 7.
Photoelectron spectroscopic-and quantum chemical studies of some cyclic ureas and
thioureas
G. Irsch and P. Rademacher (Essen, F R.G), p.181

Electronic absorption spectra of cryogenic systems with hydrogen bonds
T.G. Meister, G.Ya. Zelikina and O.M. Artamonova (Leningrad, U.S.S.R)) , p.193

An answer to the SPIRO versus ANSA dilemma in cyclophosphazenes. Part Xll. the first
MEGA-SPIRO and MEGA-ANSA species from trioxodiamines
F. Sournies, A. Ei Bakili, J.-F. Labarre and B. Perly (Toulouse, France} , p.201




Crystal and molecular structure of the first MACRO-ANSA and MACRO-SPIRO isomeric
cyclophosphazenes N3P3Cly (HN=(CH,)3~0—(CH,),~0~ (CH2)3 NH) -
R. Enjalbert, J. Galy, A. El Bakili, P. Castera, J.-P. Faucher, F. Sourmes and J.-F: Labarre
(Toulouse, France) » P.207
Spermine-linked cyclophosphazenes: new DISPIRANSA conflguratlons
G. Guerch, J.-P. Bonnet and J.-F. Labarre (Toulouse, France) ;pe221
An experimental and theoretical study on 2-formyl-and 2,5-diformylfuran
H. Lumbroso and J. Curé (Paris, France), G. Descotes (VlIIeurbanne France) and A
Grassi {Catania, ltaly) . p. 227 {
The crystal structure of an incomplete cubane-like tnnuclear tungsten cluster
{{W3S,4]-[S2P{OC,Hs),)5" t12-CH3CO0 - CsHgN} - D.SHCON(CH3),
H.-Q. Zhan,.Y.-F. Zheng, X.-T. Wu and J.-X. Lu (Fujian, People’s Republic of Chma) r P.241
B-Diketone interactions. Part 9. The X-ray crystal structure of 2,2-difluoro-4, 6 -dimethyl-5-
(4’ -nitrophenyl)- 1,3, 2-dioxaborinane (C,,H,,BF,0,) .
J. Emsley, N.J. Freeman, P.A. Bates and M.B. Hursthouse (London, Gt Bntaln) p.249
Conformational structures and torsional potentlals in 1 1.2,3- tetrahalogen {F. Cl, Br)
propanes . :
R. Stglevik and P. Bakken (Dragvoll, Norway), p.257
Conformational analysis of 4-chlorobutanenitrile and 4-bromobutanenitrile using gas-phase
electron diffraction and molecular mechanics calculations :
P.J. Stavnebrekk and R. Stglevik {Dragvoll, Norway); p. 269
Conformational analysis of the halomethyl cyclopropanes and the halosilyl cyclopropanes
by molecular mechanics calculations
R. Stglevik and P. Bakken (Dragvoll, Norway), p.285
Dynamical aspects of a fast protonic conductor ‘oxonium perchlorate. Part {l. "H NMR spin—
lattice relaxation
M.H. Herzog-Cance, M. Pham Thij and A. Potier (Montpelher France), p.291
Structural and spectroscopic study of condensed plpendlne bicycianols. 3-Phenethyl-3-
azabicyclo[3.2.1.]Joctan-8-a-ol
E. Galvez, M.S. Arias, |. Ardid, F. Florencio, J. Sanz- Apancno J: Bellanato andJ V.
Garcia-Ramos (Madrid, Spain) , p.307
The "*C-NMR chemical shift and the higher order structure of L-alanme ressdues in
tropomyosin in the solid state and in solution
S. Tuzi and |. Ando (Tokyo, Japan) ,. P.317
Structural studies of mesogenic orthopailadated imine derivatives
M.A. Ciriano (Zaragoza, Spain), P. Espinet (Valladolid, Spaln) E. Lalinde, M B. Ros and
J.L. Serrano (Zaragoza, Spain).» P.327
Lupin alkaloids. Part ll. Some stereochemical aspects of multiflorine and seco(1 1 12)- 12-
dehydromultiflorine previously named N-methylalbine ' ~
T. Brukwicki and W. Wysocka {Poznan, Poland), p.343
The electrooptical parameters of aniline and its halogeno derivatives.in hydrogen bonded
complexes
V.E. Borisenko and A L Fllarovskl (Tyumen, U.S.S.R. ), p.353

Short communications
The use of constraints in molecular mechanics calculations of medium-sized molecules
A. Beyer, P. Wolschann, A. Becker and G. Buchbauer (Wien, Austria), p.371
Electron diffraction study of the molecular structure of tert-butylamine
S. Konaka and N. Yanagihara (Sapporo Japan) r P.375"
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Clustering Multidisciplinary Chemical Papers To Provide New Tools for Research
management and Trernds. Application to Coal and Organic Matter Oxidation, Henri
Dou, Parina Hessanaly, Luc Quoniam, and Jacky Kister, p.U5

Representation and Matching of Chemical ‘Structures by a Prolog Program, Joseph L.
Armstron and D. Brynn Hibbert, p.51

PAD Programming and Its-Application in Chemistry, Zheng Yianmin, p.60

Clustering a Large Number of Compounds. 1. Establishing the Method on an Initial
Sample, Louis Hodes, p.66 . '

Documentation and -Indexing of C:i Compounds: Pathways and Pltfalls, Robert E.
Buntrock, p.72

Distribution of K ', the Number of Kekulé Structures, in Benzenoid Hydrocarbons:
Normal Benzenoids with K to 110, S. J. Cyvin, J. Brunvoll, and B. N. Cyvin, p.79

Iterative Procedure for the Generalized Graph Center in Polycyclic Graphs, banail
Bonchev, Ovanes Mekenyan, and Alexandru T. Balaban, p.91

SMILES. 2. Algorithm for Generation of Unique SMILES Notation, David Weininger,
Arthur Weininger, and Joseph L. Weininger, p.97

Computer Translation of IUPAC Systematic Organic Chemical Nomenclature. 1.
Introduction and Background to a Grammar-Based Approach, ). [. Cooke-Fox, 6. H.
Kirby, and J. D. Rayner, p.101

Computer Trarislation of - IUPAC Systematic Organic Chemical Nomenclature. 2.
Development of a Formal Grammar, D. I.” Cooke-Ffox, G. H. Kirby, and J. D. Rayner,
p-106

Computer Translation of IUPAC Systematic Organic Chemical Nomenclature. 3. Syntax
Analysis and Semantic Processing, D. I. Cooke-Fox, G. H. Kirby, and J. D. Rayner,
p-112 i

Canadian Scientific Numeric Database Serv1oe, Gordon H. Wood, John R. Rodgers, and
S.” Roger Gough, p. 18 '

ACS Committee on Nomenclature: Annual Report for 1988, Kurt L. Loening, p.124

COMPUTER SOFTWARE REVIEWS
WordPerfect for the Macintosh, Reviewed by Hary Acock, p.127

ASYST 2.1, Reviewed by Kenneth L. RatzLaff; p.-128

Norton Utilities— Advanced Edition, Version 4.5, Reviewed by R. Heller, p.130
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A Matrix series method for the integration of rate equations in a reaction network.
An alternative to Runge-Kutta Methods, Thomas M. Zamis, Lawrence I. Parkhurst and
Gordon A. Gallup, p.165 ‘

Multi-variant kinetic analyses on a microcomputer, Wichael Albin and Harry B. Gray,
p-173 ‘

Optimization of NMR data processing with coarsegrain parallel computers, -R. E
floffman, and G. €. Levy, p.179

Defining the axis of a helix, Peter (. Kahn, p.185

Simple methods for computing the least squares line in three dimensions, Peter C.
Kehn, p.191

Resolution of absorption spectra, J. M. Sevzlla M. Dominguez, F. Garcia-Blancoe and -
M. Blazquez, p.197

Symmetry-eigenfunctions for many-electron atoms and molecules: a unified and
friendly approach for frontier research and student training, Annik Vivier Bunge,
Carlos F. Bunge, Rocio Jduregui and Gerardo Cismeros, p.201

Angular momentum eigenfunctions for many-electron calculations, Rocio JAuregui,
Carlos F. Bunge, Annik Vivier Bunge and Gerardo Cisneros, p.223

Sp1n elgenfunctlons for many- electron calculations, Annik Vzvzer Bunge, Rocio
Jéuregui and Gerardo Cisneros, p-239 . .

Molecular symmetry eigenfunctions for many-electron calculations, Gerardo
Cisneros,Rocio Jauregui, Carlos F. Bunge and Annik Vivier Bunge, p.255

Schmidt orthonormalization of a basis expressible both as linear combinations and as
projections of orthonormal primitive functions, Carles F. Bunge, P.271

Writing friendly programs in modular form, Carles F. Bunge, Rocio Jauregui and
Gerardo Cisneros, p.277

Magnitude-Lorentzian interpolation of discrete, absorption-mode Foufier transform
spectra, Kim H. Chow and Melvin B. Comisarow, p.291

Book Reviews
Computational Chemistry, by M. D. Johnston Jr, Delos F. DeTar, p.297

Expert Systems 85. Edited by Martin Merry, DeLos F. DeTar, p.297

Numerical Recipes, by William H. Press, Brian P. Flannery, Saul A. Teukolsky and
William T. Vetterling, Delos F. DeTar, p.297

Computational of Solution Equilibria, by M. Melhoun, J. Havel and E. Hoffeldt, Delos
F. DeTar, p.298
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- Impediments to the scientific method, p.1

Constrained search of conformational hyperspace, Richard A. Dammkoehler, Steven F.
Karasek, E. F. Berkley Shands and Garland R. Marshall, p.3

A theoretical study of Zn ** interacting with models of ligands present at the
thermolysin active site, Claude Giessner-Preitre and Olivier Jacob, p.23
Structural requirements of Na * -dependent antidopaminergic agents: Tropapride,
Piquindone, Zetidoline, and Metoclopramide. Comparison with Na * ~independent
ligands, Sonia Collin, Daniel P. Vercauteren Didier Vanderveken, Guy Evard and
francois Durant, p.39 , :

Pattern recognition display methods for the analysis of computed molecular
properties, Brian Hudson, David J. Livingstone and Elizabeth Rahr, p.55

Geometries of functional group interactions in enzymeligand complexes: Guides for
. receptor modelling, Marina Tintelnot and Peter Andrews, p.67

Computer simulation of the conformational behavior of cholecystokinin fragments:
Conformational families of sulfated CCK8, M. Kreissler, M. Pequer, B. Maigret, M.
C. Founie-Zaluski and B.. P. Rogues, p.85 :

The educational foundation of computational chemistry, Richard W. Counts, p.95
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A molecular modeling study on binding of drugs to calmodulin, H.-D. Holtje and M.
flense, p.101

Pattern recognition study of QSAR substituent descriptors, Han van de Waterbeemed,
Nabil El Tayar, Pierre-Alain Cerrupt and Bernard Testa, p.111

Deternimation of clefs .in receptor structures, Richard A. Lewis, p.133
Highlyconformationally constrained halogenated 6- spiroepoxypeniciilins as probes for
the bioactive side-chain conformation of benzylpenlclllln, Richard E. Shute, David

E. Jackson and Barrie W. Bycvoft, p.149

Molecular modeling of putative antagonist binding site of helix III of the 8-
adrenoceptor, H. W. Th. van Vliijmen and A. P. Ijzerman, p.165

Charge calculations in moiecular mechanics 7: Application to polar . n systems
incorporating nitro, cyano, amino, C=S and thic substituents, Raymond J Abraham
and Paul E. Smith, p.175

The COMPUTATIONAL PERSPECTIVE
New products and rumors of new products, Richard W. Counts, p. 189
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Computer Series, 101: Accurate Equations of State in Computatlonal Chemistry
Projects, David Albee and Edward Jones, p-226

Hay L 1989 Volume 66, Number 5 : '

Journal of Chemical Education: Software. Abstract of “Spreadsheets in Physical
Chemistry", Davzd M. Whisnant, p.lo5

Computer Serles, 102: Bits and Pieces, 40 edited by James P. Birk
Molecular Mechanics/Computer Graphics Experiment for the Undergraduate Organlo
Chemistry Laboratory, John M. Stmpson p. 406

Laboratory Simulations— Gel Filtration, Thomas W. Griffith, p. LOT

Bond's Algorithm: Judging Correctness of Spelling, Douglas Bohd, p.u08

Interfacing the TLC548 Analogue-to- Dlgltal Converter, Bruce D. Westlzng, Allan K.
Seidel, and Margarel E. ~Bahe, p.L09

Digitizing Circuit for Measuring Voltage wlth the Apple II Game Port Tong B. Tang,
Albert ¥. M. lLee and Sebastian H. T. Chan, p 410 .

Application of Microcomputers in Chemical Education: An Information Base, James. A.
Hood, p.412

PC Abstracts: A Database of IBM PC Artioles, G. Scott Owen, p. W12
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CONFERENCE PAPERS

from the Symposium on Molecular Recognition: Its Role in Chemistry and Biochemistry-
Sopron, Hungary 2U-27 August 1988

The use of solid-state NMR and X-ray crystallography as complementary tools for
studying molecular recognition, ¥. C. Etter and G. M. Vojta, p.3

Molecular recogn1t1on ‘designed crystallihe inclusion complexes of carboxylic hosts,
E. Webber, p.12

REGULAR PAPERS ‘ N '
An application of the SCF, MBPT and CC correlated densities: & graphical display
along the potential energy surface of CH « = CH : +H, C. Sosa. 6. W. Trucks, G.
D. Purvis IIl and R. J. Barlett, P.28

Color illustrations, p.33

Rendering volumetric data in molecular systems, b. S. Goodsell, I. S. Mian and A. J.
Olson, p.W1 '

Rapid geometric searching in protein structures, A. T. Brint, II. M. Davies, E. M.
Mitchell and P. Willett, p.u8 .

Atoms with shadows— an area-based algorithm for cast shadows on space-filling



molecular models, M. Guwilliam and N. Max, p.5H4

Protein-protein interactions on the surface of immunoglobulin molecules, ¥. Ito, H.
Nakamura and Y. Araia, p.60
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Review

Fibonacci numbers in the topological theory of benzenoid hydrocarbons and related
graphS, S. El-Basil and’ D. J. Klein, p.1}

Papers
A Generalization of Wegschelders s condition. Impllcatlons for properties of steady
states and for quasi-steady -state approximation, §. Schuster and R. Schuster, p.25

Shape group theory of van der Waals surfaces, G. A. Arteca and P. G. Mezey, p.U3

A mathematical model of realistic constltutlonal chemistry. A synthon approach. I:
An algebraic model of a synthon, J. Koca, p-T3

A mathematical model of realistic .constitutional chemistry. A synthon approach II:
The model and organlc synthe31s I. Koca, p.91
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£SMPOSTUM: ON - CHENESTRY: TN THE L EMENTARY:SCHOOE: CURRTCUEDN

Thursday Afternoon

6-B Symposium on Chemistry in the Elementary School Curriculum

R.P. Steiner (ACS), Organizer, Presiding

1:00- - Importance of Context and Approach in Achieving High Quality Learning
J. Burns (N2IC)

1:30- Realities of lClassroom Science. B. Schollum (NZIC)

2:00- On Understandings of Carbon Dioxide in Secondary Education
K. Mayama (CSJ)

2:30- Discussion

2:35~ Hands on Science Activities. S.J. Baum (ACS)

3:05- Development of Teaching and Learning Equipment in Chemical Education
K. Ikeo (CsJ)

3:35- Some Experiments in the Elementary Science Curriculum. K. Ogino (CSJ)

4:05 Preparing Minds for Chance’s Favouring. J.B. Endacott (RACT)

FRTDAY MORNING

6-B Symposium on Chemistry in the Elementary School Curriculum

R.P. Steiner (ACS)), Organizer
K. Ogino (CSJ), Presiding

8:00- Toys, Partners arnd Fun - The Keys to Successful Chemistry in the
Elementary School. M. Sarquis, J. Sarquis, J.P. Williams (ACS)
8:30~ Chemical Cookies and other Elementary Delights. J. Allan (CIC)




9:00- The Use of Ion Exchange Resins for Understanding Electrolytes.
H. Ogino, Y. Kikuchi, K. Ogino (CSJ)

9:30- Discussion

9:35 Chemistry Supplements for Pre-High School Classes. J. Sarguis
M. Sarquis (ACS)

10:05- New Course of Study In Japan. K. Watanuki (CSJ)

10:35- Chemistry in the DASH Curriculum. F.M. Pottenger III (ACS)

11:05= Chemical Education in the Elementary Science Curricﬁlmn
%. Chen (CCS)

‘MPOSTY

TUESDAY MORNING

IMPUTER

6-C  Computers in Chemical Education

John W. Moore (ACS), Co-organizer
Edward V. Blackbum (CIC), Co-organizer
John T. Shimozawa (CS]), Co-organizer
Xin Xinquan (CCS), Co-organizer

John W. Moore (ACS), Presiding

8:30  Introductory Remarks

840  Developing a Full Course Computer Curriculum in General Chemistry. ]. D, Spain (ACS)

9:00  Comparison Between CAl and Traditional Teaching Method in China’s Chemistry. D. Tingzhen, A
Yan. (CCS)

9:20 Spectral Interpretation CAL. T. P, Forrest. (CIC)

9:40 A Tool Producing Basic Programs. M, Watabe, H. Yano. (CS])

10:00 Interactive Access to the Atomic Orbitals of Hydrogen: A Thousand Points of Light. M, Hanson, R
Paselk. (ACS)

10:20  Break

10:40 Computer in Quantum-Chemical Education. X, Heming,. (CCS)

11:00 Macfourier and Markov. B. Selinger. (RACI) _

1120 Ghemistry, Technology, and Curricular Change. ], L Lagowski. (ACS).

11:40  Activity of the Committee on Educational Technology in the Chemical Society of Japan. L. T.
Shimozawa. (CS) |



TUESDAY AFTERNOON

6-C

Computers in Chemical Education

John W. Moore (ACS), Co-Organizer
Edward V. Blackburn (CIC), Co-organizer
Jobn T. Shimozawa (CS)), Co-organizer
Xin Xinquan (CCS), Co-organizer

John T. Shimozawa (CS]), Presiding

130  Introductory Remarks

1:40 Teaching Chemistry with the Interactive Videodisc. S. G. Smith, L, L. Jones. (ACS)

2:00 .Computer-Assisted Instruction in Analytical Chemistry: The SSMA Series. G. Lug, Y Wang. (CCS)

2:20 A Network Based Introductory Chemistry Curriculum. E, ¥V, Blackburm, J. S. Martin. (CIC)

2:40 VTeachjng Organic Chemistry with Computers. A, W, M, Lee. (ACS)

3:00  The Application of Microcomputer in Teaching of Structural Chemistry. Y, Cao, Y-L. Wang, P.
Cheng. (CCS)

3:20  Break

3:40  Using Computers in the Teaching of Spectroscopy. P, F. Schatz. (ACS)

4:00  Making Computers Make a Difference in the Undergraduate Curriculum. 5. K. Lower. (ACS)

4:20  Computers in Chemical Education in China. X, Xinquan. (CCS)

440  International Activities of Project SERAPHIM. J. W. Moore. (ACS)

WEDNESDAY MORNING

6-C  Computers in Chemical Education. Poster Session.

Edward V. Blackburn (CIC) and Xin Xinquan (CCS), Presiding

Strategies for the Microcomputer Software Developments in Chemical Education. Y. Kuroishi,
J. T. Shimozawa. (CSJ)

Microcomputer Software Developments for the Use of Structural Chemistry. T. Yano, S. Ozaki, J. T.
Shimozawa, Y. Kuroishi. (CSJ)

A New Chemical Experiment Program for Pre-Service Students in Teachers College—Evaluation
andb Analysis of "Reaction Rate” Experiment. 3. Teratani, E. Iwatoh, H. Kodera, K. Morita, H.
Ogawa, K. Taya, N. Enuma. (CS})

The Dynamic Representation of Organic Chemical Reactions by Mipp. Y. Sasamura, K. Yamaguchi,
M. Nakatsu, B. T. Newbold. (CSJ)



A Real-Time Microcomputer Animation of Ball-and-Stick Molecular Models. 5, Tokita, T.

Sugiyama. (CSJ])

PPP MO Calculations for Classroom Demonstration. H. Kihara, S. Tokita. (CS])

Display for Real Color of Chemical Substances. T, Yoshida, M. Ashida. (CS])

Science Teachers Electronic Bulletin Board System. L. A. Hull, A. Rauch. (ACS)

Animation of Chemical Concepts on the Apple IIGs. L. M. lulien. (ACS)

Simulated Inorganic Qualitative Analysis. D. King. G. Gerhold, . Crook, J. Weyh. (ACS)

Computer Algebra Applications in Physical Chemistry. M, Hanson. (ACS)

The Joule-Thomson Coefficient for a Square Well Gas: A Computer Algebra Application in

Physical Chemistry. M. Hanson. (ACS)
Expert System in Chemical Experiment: 1. Distillation Experiment. C. Genghua. (CCS)

Charge Behavior of Amino Acids and Polypeptides. 5. F, Russo, W. P. Sadler. (ACS)

MONDAY MORNING

S
S.
C.
G.
S.
8

:00-

8:35—

9:10-

9:45-

10:20-

10:55~

11:30-

11:50-

. R. Heller (ACS), Co-Organizer
Sasaki (CSJ), Co-Organizer
Zheng (CCS), Co-Organizer
Wood (CIC), Co-Organizer

Sasaki (CSJ),Presiding

SESAMI: Characterization of Structure by Computer. M. E. Munk, (ACS), V.
K. Velu, M. Madison, B. D. Christie, M. Badertscher, and E. W. Robb.

The Importance of “Real" Intelligence in Developing Knowledge Bases for
Expert Systems". H. B. Woodruff (ACS).

Creating a Multispectral-Structure Knowledge Base. M. Penca (ACS), S. R.
Heller, and C. F. Hammer.

CISOC-SES, A Structure Elucidation SYSTEM via Multi-Spectra. C. Zheng
(CCS).

Role of Knowledge Base in organioc Synthesis Design. K. Funats (C3J).

A General Predictor System for Organic Reactions. J. Gasteiger (ACS), and
P. Rose.

Analogical Reasoning System for Organic Reactions. J. Gasteiger (ACS), and
P. Rose.

Synergistic Use of Multisource Spectral Data for Structure Elucidation. C.
Wilkins (ACS), and E. Baumeister.



MONDAY AFTERNOON

! Qunn

1:15-

2:45-

3:05-

3:25-

3:U5-

4:05-

L:25-

L:u5-

5:05-

. R. Heller (ACS), CoOrganizer
. Sasaki (CSJ), Co-Organizer

. Zheng (CCS), CoOrganizer

. Wood (CIC), Co-Organizer

. Zheng (CCS), Presiding

The AUTONOM System. C. Jochum, A. Lawson, J.'Wisniewski, and R. C. Badger
(ACS). '

Computerization of Structural Deisgn in TUTORS. Y. Takahashi (CSJ) and S.
Sasaki.

Personal Computer—Aided Proton NMR Spectral Data Processing System. H. Abe
(CSJ), E. Kouno, K. Yoshida, T. Okuyama, and S. Sasaki.

" Computer-Aided Structural and Spectral Information Management Systems,

CIMS. T. Ckuyama (CSJ), H. Abe, and S. Sasaki.

Expert System for Structural Interpretation of IR Spectra. C. Lingran
(CCS) and Z. Maosen.

An Approach to the Perception of Synthons in the Process of Automatic
Organic Synthesis Design. C. A. Delo Carpio (CSJ), K. Funatsu, and S.
Sasaki.

Devélopment of an Expert System for Selection of Chemical Protective
Clothing. L. H. Keith (ACS), M. T. Johnson, C. E. Hudak, M. Conoley, D.
B. Waters, and A. T. Prokopetz.

An Automated Proton NMR Spectra Image Processing Method for use as Fact
Database. K. Kanohta (CSJ).

Protein Modeling and Drug Design Using BIOCES [El. Y. Soneda (CSJ) and H.
Umeyama.

Modeling of 3-D Structure of Proteins Based Upon Incomplete X-Ray Data. R.
Tanimura (CSJ) and H. Uneyama.

Design of an Expert Systems for Automated Metal Anlysis by Atomic
Absorpticn Spectrometry. Z. Gasyna and M. J. Stillman (CIC).



JSINESS :RESEAREHAND:DEVELOPNENT

Tuesday afternoon

6E-102 SYMPOSIUM, "CHEMICAL, BUSINESS RESEARCH
AND DEVELOPMENT IN THE PACIFIC BASIN"

NAOYA YODA (CSJ), PRESIDING.

"Globalization and Management Strategy toward
the 21st Century", Yoshikazu Ito (CSJ).

2:00 p.m. "R&D Management Strategy and Globalization in
Chemitronics and Information Industry",
Tsuneo Nakahara (CSJ).

2:45 p.m. "Technology Innovation and Public and Private
Research Cooperation in the Japanese Material
Industry - A Management Analy31s“
Naoya Yoda (CSJ).

3:30 p.m. "Industrial Technology, Policy and National R&D
Projects in Japan”, Masaru Sugiura (CSJ).

Wednesday morning

6E ~ 102 SYMPOSIUM, "CHEMICAL BUSINESS RESEARCH
AND DEVELOPMENT IN THE PACIFIC BASIN"

J. KENNETH CRAVER (ACS) ORGANIZER, PRESIDING.

8:30 a.m. "The New Age of Chemicals in the Pacific",
W.H.C. Simmonds (CIC).

9:05 a.m. "Chemical Markets in the 1990s",
Arthur Cook (aACS).

9:40 a.m. "The Effective Management of R&D in the Nineties",
Peter Lantos (ACS).

10:15 a.m. "International Industrial Market Research",
Harold A. LeSieure (ACS).



Wednesday afternoon

6E-102 SYMPOSIUM, "CHEMICAL BUSINESS RESEARCH
AND DEVELOPMENT IN THE PACIFIC BASIN"

RICK W. WONG (HKCS), PRESIDING.

1:30 p.m "Patent Law in the USA and PRC*®,
Rene Zentner (ACS).

2:15 p.m. "Developing Markets for the Hong Kong Chemical
Industry™, Hon. Wong Po-yan (HKCS).

3:00 p.m. "Industrial Development in Specialty and Petroleum-
Based Chemicals in China and the Pacific Region",
Tsai Kai-rui (cCcs).

3:45 p.m. "University-Industry Alliances: The Bio-Technology
Experience®, Janet E. Forrest (CIC).

YMPOSTUM:ON= INNATI £ DEVEEGPMENTS - IN-“CHEMICAt “EDUCATION

WEDNESDAY MORNING

6-F International Developments in Chemical Education

Peter J. Fensham (RACI), Marjorie Gardner (ACS) and John T. Shimozawa (CSJ)
Symposium Chairs
8:30- New Directions for Chemical Education in Australia. Peter J. Fensham (RACI)
9:00- " International Developments in Chemical Education: The American Perspective.
Marjorie Gardner (ACS)
9:30-  The Revised Edition of the Course of Study for Japanese High School - Science
_ Cohrsc. John T, Shimozawa (CSJ)

10:00- Developments in Chemical Educatioh in Thailand. Nopapol Chaikum (CST)
10:30- Chemical Education in Singapore: Scope and Survey. Lawrence Chia,
Ling-Lee Kim (SNIC)

11:00- Chemical Education in the Philippines. Ana Maria Javallana (ICP)



WEDNESDAY AFTERNOON

6-F International Developments in Chemical Education

Peter J. Fensham (RACI), Marjorie Gardner (ACS) and John T. Shimozawa (CSJ)
Symposium Chairs '

1:30-  Approaches of Curriculum Change in Canadian Secondary School Chemistry.
Heidi Kass (CIC)
2:00- Recent Developments in Chemical Education in Malaysia.
A. Hamid Othman (IKM)
2:30- New Trends of Reform in China'a Chemical Education. Chen Zufu (CCS)
3:00- Chemistry in the Marketplace. Ben Selinger (RACI)
3:30- What's the Use of Integrating Environmental Science into Chemistry Education

in Indonesia? Ratna Wahjoeny Soeprajogo, Budi Wijanto (HKI)

SYMPOSTUM: = : EMEC

MONDAY MORNING

S. Yamada and S. Kirschner, Presiding
9:00- Introduction. S. Kirschner

9:05- FT-NMR Problems: An Interactive Laser Videodisc Program. A. A. Russell,
0.L. Chapman

9:30- FElucidating Chemical Phenomena Using Materials from Daily Life. A.
Furuhashi.

9:55- Development of the Computer-Based ACS Examinations Program. I. D.
Bubanks, J. C. Creever, L. T. Pryde."

10:20- Materialization of the Experiments Performed in the History of Chemistry,
and of Chemical Magic. Y. Hayashi.

10:45~ The Creation of Regional Newsletters in Chemical Education. S. Kirschner.

11:10- CHEMOOM Teacher Training — Past, Present, and Future. L. T. Pryde, I. D.
Eubanks.

11:35~ Some Problems in Textbooks of Japaheses Secondary Schools. S. Yamada.

MONDAY AFTERNOON
G. -X. Xu and S. Kirschner, Presiding

2:00- New Definition of Valance and Coordination Number and Valance Rules in
Chemical Fducation. G. -X. Xu.

2:25- The Fun and Challenge of a Chemistry Curriculum for Non-Science Majors. Z.
M. Lerman.



2:50- - The Spirit and Fruits of the Book “"Five Minutes to Make Students
Interested in Chemistry. T. Koide.

3:15- . Is Writing an Effective Way to Learn Chemistry? N. VanOrden.
3:40-  New Trends of Reform in China's Chemical Education. C. Zufu.

4:05- A Video Series That's More Than Video: The World of Chemistry Secondary
School Project. M. E. Key, R. Crampton, E. Gibb, C. Goshorn, C. Schrader,
P. Smith

4:30- Polarity Alternation Rule as a Mnemonic Aid to Learning Organic Chemistry.
T. -L. Ho.

h:55- The Use of Videotapes and Computers in Pre- and Post~Laboratory
Instruction. W. H. Breazeale, Jr., J. E. Dooley, T. R. Ragsdale.

POSTER PRESENTATIONS
Teaching Chemistry to the Public. D. B. Armitage, R. B. Bennett, E. F.
Heald, G. R. K. Khalsa.

Curiosities, Tidbits, and Trivia as Chemistry and Chemical Engineering
Learning Tools._J. D. Navratil, S. Tascher.

Reviews of Reagent Concentrations for Student Laboratory Work — Why Such
Strong Reagent Solutions?_M. Maruyama, S. Yamaguchi, K. Shoji, K.
Sakurai.

How to Pressent Models in Your Chemistry Class. K. Katsura.

YMPOSTUM: ON: PROGRESS 1IN :MATHEMATT

MONDAY AFTERNOON

6-H Symposium on Progress in Mathematical Modelling in
Chemistry. Poster Session

M. Randié (ACS), Presiding

The Development and Application of a Novel Technique to
Predictively Model Enzyme-Inhibitor Interactions: HASL,

the Hypothetical Active Site Lattice. A. M. Doweykq

(ACS)

The Efficient Drawing Sequence by Stepwise Clustering
and Its Application for Molecular Graphics. M. Oyama,
S.~I. Sasaki, and M. Yoshida (CSJ)

Analysis of the T-Electronic Structure of Infinitely

Large Networks. Y.-D. Gao and H. Hosoya (CSJ)



Generalized Expressions for the Number of Perfect
Matchings of Polycube and Cyclic Graphs. H. Narumi and
H. Hosoya (CSJ)

Huckel and Mdbius Cyclic Cénjugated Molecules.

N. Mizoquchi (CSJ)
Computation of Geometries of Species Subject to Jahn-

Teller Distortions. C. Trindle and T. Wolfskill (ACS)

A Study on Similarities and Overlapping Relations of Odor
Description Words of Organic Compounds. H. Abe,
Y. Takahashi, S. Kanaya, T. Komukai, and S.-I. Sasaki

(CSJ)

Computational Approach to Designing of Birefringence Free.

Materials. J. Washiyama and T. Ueda (CSJ)

Flexible Laboratory Automation System for Total Data
Processing of Tests and Aalysis. §S. Saito, M. Harada,
T. Furuya, K. Kitanishi, M. Hirota, A. Tanoue, and

T. Matsuda (JCS)

TUESDAY MORNING

6-H Symposium on Progress in Mathematical Modelling in
Chemistry. (#1) Characterization

H. Hosoya (CSJ), Organizer
P. G. Mezey (CIC), Presiding

8:30- Some Stereochemical and Conformational Extensions og
Topological Molecular Similarity Analysis. M. Johnson,
C.-C. Tsai, and V. Nicholson (ACS)

9:00- Characterization of Frameworks and Si, Al Ordering in
Zeolite Structures. M. Sato (CSJ)

9:30~ Use of Graph Theoretical Invariants in Structure-
Activity Studies. S. C. Basak and G. J. Niemi (ACS)

10:00- Intermission



10:20- Computer Assisted Studies of Structure-Property and
Structure-Activity Using Graph Invariants in Pattern
Recognition. Y. Miyashita (CSJ)

10:50~ Spatial Molecular Invariants. M. Randié (ACS)

11:20- Stereochemical Extension of the Illumination Functions
for Unique Coding and Symmetry Perception of a Chemical

Graph. M. Uchino (CSJ)

TUESDAY AFTERNOON

6-H Symposium on Progress in Mathematical Modelling in
Chemistry. (#2) Modelling in Chemistry

H. Hosoya (CSJ), Organizer
G. M. Maggiora (ACS), Presiding

1:00- Characterization of Molecular Shape in Terms of New
Descriptors. L. B. Kier (ACS)

1:25~ Distance Based Descriptors in Structure Activity Studies.
G. Klopman and R. Henderson (ACS)

1:50- Prediction of Molecular Flexibility from Fractal

Dimensionality. ©D. H. Rouvray and H. Kumazaki (ACS)

2:15- Computer-Aided Generation of IUPAC Nomenclatures for
Acyclic Compounds. H. Abe (CSJ)

2:40— Intermission

3:00- Determination of the One-Matrix from Experimental

Information. H. Schmider, V. H. Smith, Jr. and W.

Weyrich (CIC)

3:25- Extension of Karplus Equation. E. Osawa and K. Imai
(CSJ)
3:50- Microdynamical Simulations of Liguid Systems

E. Clementi (ACS)

4:15- Semiempirical Extended Valence Bond Method. M. Berrondo

(ACS)




TUESDAY EVENING

6-H Symposium on Progress in Mathamatical Modelling in
Chemistry. General Discussion followed by Reception

H. Hosoya (CSJ), Organizer

M. Ranci€ (ACS), Organizer

P. G. Mezey (CIC), Organizer

7:30-~ General Discussion on Mathematical Modelling

8:00- Discussion of the Ineternational Society for

Mathematical Chemistry,>followed by Reception
WEDNESDAY MORNING

6-H Symposium on Progress in Mathematical Modelling in
Chemistry. (#3) Algebra and Enumeration

H. Hosoya (CSJ), Organizer
D. J. Klein (ACS), Presiding

8:00- Enumeration of Organic Reactions by Counting Sub-

structure of Imaginary Transition Structures. §. Fujita

{CsJ)

8:30- Experimental Tests of Chirality Algebra. R. B. King
(ACS)

9:00- ~ Square Cell Animals as a Mathematical Model for

Molecular Shapes. F. Harary (ACS)
9:30- Theory of Dilute Polymer Solutions: Rigorous Results on

Self-Avoiding Walks and Lattice Animals. S. G.

Whittington (CIC)

10:00- Intermission

10:20- Factorization of the Matching Polynomial of Large
Periodic Lattices. H. Hosoya (CSJ)

10:50- Benzenoid Polymers. W. A. Seitz (ACS)

11:20- Applications of Graph Theoretical Technigue to NMR and

Molecular Spectroscopy. ¥X. Balasubramanian (ACS)




WEDNESDAY AFTERNOON

6~H Symposium on Progress in Mathematical Modelling in
Chemistry. (#4) Modelling in Biochemistry

H. Hosoy§ (CSJ), Organizer

M. Randic (ACS), Presiding

1:00- Highly Charged Neurotransmitters: Explicit Receptor
Models. J. P. Snyder and S. N. Rao (ACS)

1:30- Simulation of Moleulcar Mechanisms in Biological
Systems: Calcium Binding Proteins. H. Weinstein,
J. N. Kushick, and F. Sussman (ACS)

2:00- Mathematical Modelling and the Multiple-Minima Problem

in Protein Folding. H. A. Scheraga (ACS)

2:30- Simulating the Spectroscopic Properties of Biomolecular

Systems. J. D. Petke, P. H. Lee, and G. M. Maggiora

(ACS)
3:00- Intermission
3:20- Molecular Modeling of Sigma Opiate Receptor Agonists and

Differentiation between Sigma Opiod and PCP Receptor
Ligands. " T. M. Gund, K. Shukla, and T.-P. Su (ACS)
3:50- Computer-Assisted Studies of Molecular Structure-
Biological Activity Relationship. P. C. Jurs and
E. P. Jaeger (ACS)
4:20- On the Utility of Molecular Modeling for New Drug

Discovery. P. Gund (ACS)

THURSDAY MORNING

6-H Symposium on Progress in Mathematical Modelling in
Chemistry. (#5) Geometry

H. Hosoya (CSJ), Organizer
H. Hosoya {(CSJ), Presiding

8:00- Calculating Extrema on Molecular Electronic Potential




Energy Surfaces. M. Zerner (ACS)

8:30- Topological Aspects of Chemically Significant Polyhedra.
R. B. King (ACS)

9:00- Molecular Shape Analysis in Drug Design and Molecular
Epgineering. P. G. Mezey (CIC)

9:30~ Intermission

9:50- Elemental Carbon Cages. D. J. Klein, T. G. Schmalz,
and W. A. Seitz (ACS)

10:20- String Model of Chemical Reaction Coordinate.
A. Tachibana (CSJ)

10:50- Synthetic Topological Stereochemistry and the Knot
Theory of Molecular Graphs. D. M. Walba, Q. Y. Zeng,
W.-L. Tsai, and J. Simon (ACS)

11:20- Spiral Waves in Excitable Media. D. W. Sumners (ACS)

MONDAY AFTERNOON (POSTER SESSION)

Computer Simulation Pillared Clays. J. D. Gale, A. XK. Cheetham, J. M.
Thomas, R. A. Jackson, C. R. A. Cattow (RSC).

Refinement of v. d. W. parameters for MM2 force field of alkanes based on
ab initio calculations. K. Tanabe, S. Tsuzuki, T. Uchimaru, T. Tamura, E.
Osawa (CSJ).

A molecular graphic system with personal computers. H. Nakano, J. Zhang,
K. Yamana, O. Sangen (CSJ).

Study on band structures of Polydiacetylene and its derivatives. Y. Cao.
Y. -L. Wang, and B. Chen (CCS).

SCF Studies of Chmical Bonding Using the CSOV Method, T. E. Meehan. J. H.
Heads (ACS).

New molecular orbital method based on Wigner-Seltz-type potential.
Revision to Extended Huckel Theory. R. Irie (CSJ).

Computations on pentalene and Inorganic pentalene analogues. J. D. Goddard
(CIC).



THURSDAY AFTERNOON

6-J Symposium on Advances in Computational Chemistry
Session #1, Development of Molecular Mechanics Force-Fields for Novel

Structural and Reactivity Applications

E. Osawa (CSJ), Organizer
K. N. Houk (ACS), Presiding

1:30- Searching populated conformational space. K. Steliou (CIC)

2:10- Application of extended Karplus equation. K, Imai, E. Osawa (CSJ)

2:30- A molecular mechanics simulation of water vaporization: unexpectedly
abundant clusters in the gas-phase. T. Hirano, S. Umeya (CSJ)

2:50- Molecular mechanics as a tool for conformational analysis of macrocyclic
compounds. Y. Fukazawa (CSJ)

3:30- Refinement of v.d.W. parameters for MM2 force field of alkanes based on
ab initio calculations. K. Tanabe, S. Tsuzuki, T. Uchimaru, T. Tamura E.

Osawa (CSJ)

3:50- A new method to estimate the force constants of MM2 force field. K. _

Sakakibara, Y. Hase, M. Hirota (CSJ)

THURSDAY EVENING

6-4 Symposium on Advances in Computational Chemistry

Session #2, Molecular Mechanics and Dynamics of Protein

T. Hirano{CSJ), Presiding

7:30- Investigation of conformational distributions of chemotactic peptides by
molecular mechanics energy calculations. A. G. Michel, C. A. Hassani
(CIC)

7:50- Design and idiscovery of an antiepileptic peptide through biologically

driven molecular mechanical calculations. D. F. Weaver (CIC)



8:30- Protin dynamics simulated: harmonic and anharmonic aspects. N. Go

(CsJ)

FRIDAY MORNING

6-J Symposium on Advances in Computational Chemistry

Session #3, Molecular Modelling and Applied Theoretical Calculations

J. D. Goddard (CIC), Presiding

8:30- A molecular graphic system with personal computers. H. Nakano, J.

Zhang, K. Yamana, O. Sangen (CSJ) ‘

8:50- Molecular similarity of bioactive moleculeé. Electrostatic similarity of
histamine H2 antagonists. A. Nakayama (CSJ)

9:10- Application of computer graphics for the design of inorganic materials.
A. Miyamoto, S. lwamoto, K. Agusa, and T. inui (CSJ)

9:30- Gauche effects in conformational energies of linear molecules: ab initio
molecular orbital calculations. T. Hirano (CSJ)

10:10- Ab initio and semiempirical molecular orbital calculations on neutral
organic phosphite and phosphate esters. J. A. Bentley, J. P. Bowen
(ACS)

10:30- Study on band structures of polydiacetylene and its derivatives. Y. Cao

Y.-L. Wang, and B. Chen (CCS)
FRIDAY AFTERNOON

6-J Symposium on Advances in Computational Chemistry

Session #4, New Techniques in Computational Theoretical Chemistry

M. N. Paddon-Row (RACI), Presiding

1:30- Density functional theory as a practical tool in organometallic energetics
and dynamics. T. Ziegler (CIC)
1:50- Density functional calculations with Gaussians. D. R. Salahub (CIC)



2:30-

2:50-

3:10-

3:50-

New molecular orbital method based -on Wigner-Seitz-type potential.

Revision to Extended Huckel Theory. R. Irie (CSJ)

Computations on pentalene and inorganic pentalene analogues. J. D.

Goddard (CIC)

Monte Carlo simulation of liquid hydrogen fluoride. K. Honda, K. Kitaura,

K. Nishimoto (CSJ)

A theoretical approach to ion-cluster chemistry. L. Radom (RACI)

YMROSTUM: ON: NEW

MONDAY MORNING .

6K 999

New Technologies in Pacific Basin Countries

J.R. Norell, ACS, Chairman
Y. Ito, (JCS), Honorary Chairman

D.S. Sturmer (ACS),

8:25

8:30

9:10
9:50
10:30

10:50

11:30

Presiding .

Welcoming Remarks. J.R. Norell (ACS),

D.S.

Sturmer (ACS)

Globalization and Management Strategy of Chemical Industry
Toward the 21st Century. Y. Ito (JCS

International Cooperation on Superconductivity. E.J. Mead (ACS)

Processing Options for California Crudes.

Break

A. Aldag (ACS)

Chemical Purity and Its Impact on Semiconductor Performance.

K. Shimada (CSJ)

Improving the Quality of Food with Chemical Technology.

I. Watson (NZIC)

MONDAY AFTERNOON

6K 999

New Technologies in Pacific Basin Countries

C. Sodano (ACS), Presiding

1:25
1:30
2:10
2:50

3:10

Introduction. C.

Sodano (ACS)

Developments in Indonesian Rubber Technology. B. Hadayat

overview of the Japanese Chemical Industry. S. Noguchi (CSJ)

Break

Non—-Caloric Fat.

R.J. Jandacek (ACS)




3:50 Use of Chemicals in Pineapple Culture at DMPI. S.P. Mendoza
(ICP)

TUESDAY MORNING

6K 999 New Technologies in Pacific Basin Countries

R.M. Pariser, Organizer

8:30 Introduction: Science Cities in the Pacific Basin.
R.M. Pariser (ACS)

8:40 Scientific Communication in Tsukuba Science city.
T. Kawamoto (CSJ)

9:10 AIST and Tsukuba Science City. S. Okumura (CSJ)

9:40 The Research Triangle - A Case Study of a U.S. "Science city".
W.F. Little (AcCS)

1o0:10 Break

10:30 Hsinchu Science Based Industrial Park in the Republic of China.
H.S. Hsieh (CSTS)

11:00 Daeduk Science Town in Korea. Y. Choi (KCS)

11:30 Academgorodok - History, the Present State, and Problems.

F.A. Kuznetsov (MCS)

1z2:00 Panel Discussion {All speakers)
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MEETINGS

2-4 October 1989.

Colloquium on Computer Simulations in Protein Engineering and Drug Design: Theory
Meets Experiment.-

Tokyo, Japan.

BEEE : T102 TRARXK—FE9 /P TELF BATSAFravEa—s@Y 7Y x
TE /hE  ®03-222-0750

3-U4 October 1989.

Computer Simulation of New Materials.

Ithaca, NY.

Contact: A. Redelfs, Cornell Theory Center, 265 Olin Hall, Ithaca, NY 14853-5201
(607-255-7157).

16 October 1989.

Minnesota Supercomputer Institute

Symposium on Supercomputer Protein Chemistry.

Minneapolis, MN.

Contact: MSI Symposium Coordinator, 1200 Washington Ave., South, Minneapolis, MN
55415 (612-625-1818).

16-19 October 1989.

Forty Years of Quantum Chemistry.

Athens, GA.

Contact: Prof. Henry F. Schaefer III. Center for Computational Quantum Chemistry,
The University of Georgia, Athens, GA 30602.

9-12 November 1989.

Symposium on Biomedical Supercomputing '89 (IEEE Engineering in Medicine and Biology
Society, 11th Annual International Conference).

Seattle, WA.

Contact: Dr. J. Yadv, University of Medicine and Dentistry of New Jersey, Dept. of
IST, 185 S. Orange Avenue., Newark, NU 07103 (201-1456-6789).

4-6 December 1989.

Workshop on Aspects of Molecular Graphics.

Pisa. ITALY.

Contact: Secretariat Molecular Graphics, .c/o ICQEM, Via Risorgimento, 35, 1-56125
Pisa, ITALY.

27-30 March 1990.

American Crystallographic Association Annual Meeting.

New Orleans, LA. '

- Contact: Cheryl Klein, Department of Chemistry, Xavier University, 7325 Palmetto
Street, New Orleans, LA 70125 (504-U86-TU411; BITNET: CLKCM@UNO).

22-27 April 1990.

199th ACS National Meeting.

Boston, MA.

Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW, Washington,
DC 20036. (202-872-14396).

7-9 May 1990.

21st European Congress on Compﬁter Applications in the Chemical Industry.
Den Haag, THE NETHERLANDS.



Contact: Dr. J. M. van der Kamp, KIVI, 23 Prlnsessegracht 2500 GK Den Haag, THE
NETHERLANDS.

1-16 July 1990.

9th Annual International Conference on the Molecular Graphics Society.

Uppsala, SWEDEN.

Contact: Dr. B. Bywater, Molecular Biophysics Dept., Pharmacia AB, S-75182 Uppsala,
SWEDEN.

8-1l July 1990.

World Association of Theoretical Organic Chemists.

Toronto, Ontario, CANADA.

Contact: WATOC Congress 1990, c/o Department of Chemistry, University of Toronto,
Toronto, Ontario, CANADA M5S 1A1.

23-27 JULY 1990.

Expanding Frontiers in Polypeptide and Peotein Structural Research.

Whistler, British Columbia, CANADA.

Contact: Dr. V. Renugopalakrishnan. Harvard Medical School, Department of Orthopedic
Surgery, 300 Longwood Avenue, Boston, MA 02115 (617-735-8413).

11-15 August 1990.

The Fourth Protein Soceity Symposium.

San Diego, CA.

Contact: Mark K. Woods, Dept. of Biochemistry, SJ-70, Unlverslty of Washlngton,
Seattle, WA 98195 (206-526-9936).

26-31 August 1990.

200TH ACS National Meeting.

Washington, DC.

Contact: American Chemical Society, Meetings Dept , 1155 16th St., NW. Washington,
DC 20036. (202-872-4396),

14-19 April 1991.

201st ACS National Meeting.

Atlanta, GA.

Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW. Washington,
DC 20036.(202-872-4396),

30 May-9 June 1991.

Static, Kinematic and Dynamic Aspects of Crystal and Molecular Structure.

Erice. Trapani, ITALY.

Contact: Prof. L. Riva Di Sanseverino, Diparimento de Scienze Mlneraloglche, Piazza
Porta San Donato 1, 40126 Bologna, ITALY.

21-26 July 1991.

American Crystallographic Association Annual Meeting.

Toledo,.OH.

Contact: Alan Pinkerton, Dept. of Chemistry, Univ. of Toledo, Toledo, OH 43606 (419~
537-4568) .

25-30 August 1991.
201st ACS National Meeting and 4th Chemical Congress of North America.

New York. NY.
Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW. Washington,

DC 20036. (202-872-4396).




Journal of Computational Chemistry

Volume 10 Number 5 July/Aug 1989

Theoretical Studies in Molecular Recognition: Rebek’s Cleft
Kenny B. Lipkowitz and Richard Zegarra, P.595

An Ab Initio Molecular Orbital Study of the Structures and Energies
of Neutral and Charged Bimolecular Complexes of NH; with the
Hydrides AH, (A = N, O, F, P, S, and Cl)

Janet E. Del Bene s P-603

Evaluation of the Dispersion Contribution to the Solvation Energy.
A Simple Computational Model in the Continuum Approximation
F. Floris and J. Tomasi , p.616

An Algorithm for the Representation and Computation of Superrﬁolecular
Surfaces and Volumes
Heinrich R. Karfunkel and Veronique Eyraud , p.628

A Molecular Mechanics (MM2) Study of Furan, Thiophene, and Related
Compounds
Julia C. Tai, Jenn-Huei Lii, and Norman L. Allinger, p.635

Localkly Dense Basis Sets for Chemical Shift Calculations
D.B. Chesnut and K.D. Moore, D.648

i

3s- Versus 1s-Type Gaussian Primitives: Modifications of the 3-21G(*)
Basis Set for the Sulfur Atom
Michael Sabio and Sid Topiol + P-660

Veronoi Binding Site Models: Calculation of Binding Modes and
Influence of Drug Binding Data Accuracy
Laurent G. Boulu and Gordon M. Crippen., P.673

On the Construction of the Matching Polynomial for Unbranched
Catacondensed Benzenoids
Milan Randié, Haruo Hosoya, and Oskar E. Polansky , p.683

Computational Algorithms for Matching Polynomials of Graphs from the
Characteristic Polynomials of Edge-Weighted Graphs
Haruo Hosoya and K. Balasubramanian + P. 698

Force Field Parameterization for the 4-Fluorophenyl Group
D.H. Gregory and J.T. Gerig, p.711

Theoretical Studies in Molecular Recognition: Enantioselectivity
in Chiral Chromatography
Kenny B. Lipkowitz, Brian Baker, and Richard Zegarrar P.718

Methods for the Fourier-Series Expansion of Torsional Energies
Alice Chung-Phillips , p.733



JOURNAL OF MOLECULAR STRUCTURE

Number 197, 1989

The inversion of correlation between y-effect values and dihedral angle: nontraditional
chair—boat conformational equilibrium in seven- and eight-membered dithioacetals
E.N. Klimovitskii,| I.A. Litvinov, O.N. Kataeva, D.Yu. Strel'nik and G.N. Sergeeva
(Kazan, USSR}, p.1l. ‘

The synthesis and crystal structures of three Mo—Cu—S cubane-like clusters:
[Mo3CuS,){S,P (OCH,CHy) )5 1- (u2-OOCCH3)-H,0, [Mo3CuS,)[S2P (OCH,CHa) )5 - (15-
OOCCH;)-(CH3),S0 and [Mo3CuS,J[S,P (OCH,CHa)s )51+ (2-O0CCgHs - CsHgN
S.-F. Lu, N.-Y. Zhu, X.-T. Wu, Q.-J. Wu and J.-X. Lu (Fujian, People’s Republic of China) » P.15

The synthesis-and crystal structure of a novel cubane-like tungsten copper sulfur cluster
[W3CuS,]-[S2p(OC2Hs); ]3I 12-CH3;CO0- CHZCN
X.-T. Wu, H.-Q. Zhan, Y .-F. Zheng and J.-X. Lu (Fujian, Peopie’s Republic of China}, p.33

Crystal and molecular structure of the MEGA-SPIRO cyclophosphazenic species from
diethylene glycol bis-(3-aminopropyl})-ether, N3P3Cla{(HN~(CH;)3~0—(CH,),—0—~(CH,)—
O~(CH,}5-NH)} :

T.S. Cameron and A. Linden (Halifax, N.S., Canada), F. Sournies, A. El Bakili and J.-F.
Labarre (Toulouse, France), p.41 '
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7. 2D-NMR Database

8. Quality Control, Standard Exchange Format(JCAMPx)
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MEETINGS

-6 December 1989.

Workshop on Aspects of Molecular Graphics.

Pisa. ITALY.

Contact: Secretariat Molecular Graphics, c/o ICQEM, Via Risorgimento, 35, 1-56125
Pisa, ITALY. '

17-22 December 1989.
1989 KL EE B2k 3243 (PACIFICHEM '89)
HHESE: HAMLS4 PACIFICHEM '89{% (TEL: 03-258-9812)

4-8 December 1989.

Interchemie '89.

Paris-Nord Villepinte, FRANCE.

Contact: Interchemie '89, 17, rue d'Uzes, 75002 Paris, FRANCE

24 January 1990.

Teleconference on Molecular Modelling for Biological Systems.

Narrowcast from San Diego, CA.

Contact: Cyrelle Gerson, American Chemlcal Society, Vldeoconference Courses,
Education Division, Room 809, 1155 Sixteenth St., NW, Washington, DC 20036 (Collect
at 202-872-8728). :

5-8 March .1990.

B1st Pittsburgh Conference.

New York, NY.

Contact: Linda Briggs, c/o Pittsburgh Conference Office, 300 Penn Center Plaza,
Suite 332, Pittsburgh, PA 15235 (U412-825-3220; FAX: W12-825-3224)

27-29 March 1990.

Supercomputing Japan 90

B BERHEMSY Vv va R0y a ey ¥ —BR

& 5. Supercomputing Japan '90HFE T108 XK= 531 -2-22 B EJL3F (TEL 03-
769-3050)

27-30 March 1990. : _

2nd Biennial Workshop on Molecular Mechanics & Molecular Dynamics.

Tallahassee, FL.

Contact: Pat Meredith, SCRI, Dirac Library, Florida State Unlver51ty, Tallahassee,
FL 32306-4052 (90U-6u44-1010; BITNET: meredith@fsu).

8-13 April 1990.

American Crystallographic Association Annual Meetlng

New Orleans, LA.

Contact: Cheryl Klein, Department of Chemistry, Xavier University, 7325 Palmetto
Street, New Orleans, LA 70125 (504-486-T411; BITNET: CLKCM@UNO)

22-27 April 1990.

199th ACS National Meeting.

Boston, MA.

Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW. Washlngton,
DC 20036. (202-872- M396)

7-9 May 1990.
21st European Congress on Computer Applications in the Chemlcal Industry.



Den Haag, THE NETHERLANDS.
Contact: Dr. J. M. van der Kamp; KIVI 23 Prlnsessegracht 2500 GK Den Haag, THE
NETHERLANDS. !

3-6 June 1990.

26th Annual Meeting of the Drug Information Association.

San Francisco, CA.

Contact: Drug Information Association, P. 0. Box 3113, Maple Glen, PA 19002, (215-
628-2288 FAX: 215-6U1-12299). ,

1-6 July 1990.

9th Annual International.Conference on the Molecular Graphlcs Society.

Uppsala, SWEDEN.

Contact: Dr. B. Bywater, Molecular Biophysics Dept., Pharmacia AB, $-75182 Uppsala,
" SWEDEN. : o

8-14 July 1990.

World Association of Theoretical Organic Chemists.

Toronto, Ontario, CANADA.

Contact: WATOC Congress 1990, c¢/o Department of Chemlstry, Un1vers1ty of Toronto,
Toronto, Ontario, CANADA M5S 1A1.

19-28 15th General Assembly and International Congress.

Bordeaux, FRANCE.

Contact: Prof. M. Hospital, Lab de Christallografie, Université de Bordeaux 1, 351
Course de la Liberation, 33405 Talence, FRANCE. :

23-27 JULY 1990.

Expanding Frontiers in Polypeptide and Peotein Structural Research

Whistler, British Columbia, CANADA.

Contact: Dr. V. Renugopalakrishnan Harvard Medlcal School, Department of Orthopedic
Surgery, 300 Longwood Avenue, Boston, MA 02115 (617-735-8U13).

29 July-3 August.

10th International Biophysics Congress

Vancouver, CANADA.

Contact: Mr. L. Forget, Congress Manager, 10th International Biophysics Congress,
National Research Council Canada, Ottawa, Ontaria, CANADA K1A ORG.

11-15 August 1990.

The Fourth Protein Society Symposium.

San Diego, CA.

Contact: Mark K. Woods, Dept. of Biochemistry, SJ-70, University of Washington,
Seattle, WA 98195 (206-526-9936).

26-31 August 1990.

200th ACS National Meeting.

Washington, DC.

Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW. Washington,
DC 20036.(202-872-4396),

28-31 August 1990

IV Ea—5 OMEME - TE~OIGA EEESHE - BRa(CAMSE '90)

Hifg 5% : CAMSE '90 HHE T101 FRERXLBHL1-8-10 El’ﬂJI%ﬁﬁ$¥F’ﬂ (03-222-
7162, FAX; 03-221-7137)

15-20 October 1990.

ELMAU 3: Computational Methods in Chemical Design..

Schlo A Elmau, WEST GERMANY.

Contact K. Thewes, Max-Planck-Institut fiir Kohlenforschung, Kalser—W11helm Plantz
1, D-4330 Miitheim a.d. Ruhr, WEST GERMANY.(l9-208-30-6u-88 ; FAX: 49-208-30-46-07)..




14-19 April 1991.

201st ACS National Meeting.

Atlanta, GA. e ’ ‘ . , ’ PR
Contact: American Chemical Soclety, Meetlngs Dept » 1155 16th St., NW. Washington,
DC 20036. (202-872-4396).

30 May-9 June 1991.

Static, Kinematic and Dynamic Aspects of Crystal and Moleeular Structure

Erice. Trapani, ITALY.

Contact: Prof. L. Riva Di Sanseverino, Dlparlmento de Scienze Mlneraloglehe Plazza
Porta San Donato 1, 40126 Bologna, ITALY.

21-26 July 1991

American Crystallographlc Association Annual Meeting.

Toledo, OH.

Contact: Alan Pinkerton, Dept. of Chemistry, Univ. of Toledo, Toledo, OH 43606 (419~
537-4568) .

25-30 August 1991.

201st ACS National Meeting and 4th Chemical Congress of North America.

New York. NY.

Contact: American Chemical Society, Meetings Dept., 1155 16th St., NW. Washington,
DC 20036. (202-872-4396), :
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JOURNAL OF MOLECULAR STRUCTURE

No. 156 (January 198T)in 5192 (Feb. 1989) & ikt

Number 156 1987 : : : ;

Experimental and theoretical dipole moments of purlnes in their ground and lowest

excited single states, J.-J. Aaron, M. D. Gaye, C. Parkéﬁyo Nam Sook Cho and L. von
Szentpdly, p.119

Force constant calculations for Ni (PX ), molecules, §. 6. M." Edwards, p.137

Non-bonded potentials for the atom-atom interactions Cl ---0=C and H ---0=C as derived
from gas-phase data using molecular- mechanlcs calculations, G. 0. Bpstrom, P.
Bakken and R. Stelevik, p.229

The molecular structure of pyridine in the gas phase determined from electron
diffraction, microwave and infrared data and ab-initio force-field calculations, W.
Pyckhout, N. Horemans, C. van Alsenoy, H. J. Geise and D. W. H Rankin, p.315

Number 157, 1987

Quantitative prediction and interpretation of vibrational spectra of orgaho-
phosphorous compounds, Part I. Phosphine oxide (H 4 PO) and phosphinous acid (K
POH), W. B. Persom, J. S. Kwiatowski and R. J. Barlett, p.237

~ Interpretation of infrared intensities of some 51mple hydrides, T. Dudev, B. Galabov
and W. J. Orville-Thomas, p.289

- Number 158, 1987 )

Torsional potentials and conformational structures in the halogen substituted
molecules HOC-CH, X, HOC-CHX, , XOC-CH ,X, XOC-CHX, , XH, C-CO-CHs ,X, HC-CO-CH; ,
(XH; C), CO, (X, HC), CO, and (X3 C), CO(X=Cl,Br) as determined by molecular-
mechanics calculations, G. (. Bostrom, P. Bakken amd R. Stglevik, p.23

A theoretical study of solven effects on molecular electronic properties, M,
Saunders, G. A Webb and M. S. Tute, p.69

~ Stereochemistry of organic sulfur compounds, Part 18. Configurational assignment of
conformationally homogeneous 8 -Oxygenated acyclic sulfoxides, E, Brunet, J. L.
Garcia Ruano, M. A. Hoyos, J. H. Rodriguez and F. Alcudia, p.T9

Dihedral angle of biphenyl: compounds studied by theoretical calculations (dipole
induced dipole, molecular mechanics) and experimental methods (electro-optic
measurements, infrared spectroscopy), S. Charbonnier, S. T. Beguemsi, Y. T.
N Guessan, D. Legoff, A Proutiere and R. Viani, p.109 ‘

Interpretation of the microwave spectrum of 2-methoxy ethylamine using its ab initio
structures, W. Caminati, K. Siam, J. D. Ewbank and L. Schafer, p.237- :

= Number 159, 1987

“;Vibrational spectra of.conformers and UV induced rotamerization of chloromethyl-.
formate: matrix isolation infrared studies and ab initio calculations, M. Rdsdnen,
H. Kunttu, J. Murto and M. Dahqvist, p.65



Dynamic NMR: comparison of the experimental barriers to internal rotation in N, N-
dimethylformamide with those calculated by the ab inition SCF MO method, V S.
Dimitrov, and J. A Ladd, p.107

A combined ab initio and gas electron diffraction study of the molecular structure
of 1,1-dicyanocyclobutane, M. Dakkouri, H, Ephardt, K. Siam, L. Schafer and C. van
Alsenoy, p.123

A molecular mechanics force field for conformational analysis of alkanethiols and
thioethers, R. Fausto, J. J. (. Teixeira-Dias and P. R. Carey, p.137

Pontetials for the non-bonded atom-- atom interactions C1---C(sp?) and C(sp®) ---C(sp
¢ ) as derived from gas-phase data on chloropropenes and butenes using molecular
mechanics caluculations, P. J. Stavnebrekk and R. Stglevik, p.153

B -Diketone interactions. Part 3.4~ N-pyrrolidyl-3-penten-2-one: X-ray structure and
theoretical. calculations, J.: Emsley, N. J. Freeman, R. 1. Parker, R. E. Overzll and
R. Kuroda, p.-173

C=0 stretch mode splitting in the formic acid dimer: electrostatic models ‘of the
intermonomer interaction, J. Dybal, T. C. Cheam and S. Krimm, p.183

Torsional potentrials and conformational structures fo 3~ chloropropanal CIH , C-CH,
-CHO and 3-chloropropanoyl chloride ClH, C-CH,_CCIO and parameter values for the
nonbonding interaction C(sp®) ---0(Carbonyl)as used in molecular-mechanics
calculations, R. Stglevik, and P. Bakken, p.311

Determination of Structural and vibrational properties of some lead compounds by
pseudo-potential methods, M. Nizam, Y. Bouteiller and M. Allavena, p. 365

Short Communication
Force constants of sulphur (V1) oxide and selenium (VI) oxide, H. G. M. Edwards and

V. Fawcett, p.371

Number 160, 1987
Orbital interactions in 1,3-dithiane derivatives studies by UV photoelectron and
MNDO method T. Vondrak and Z. Bastl, p.117

Force constant calculations for tetrakis- trlchlophosphlnenlckel (0), Ni(PClg ), ,
R. M. Bligh-Smith and H. G. M. Edwards, p.135

Moleclar mechanics calculations of conformational structures, energies and torsional
force constants in some bromopropenes and bromobutenes, P. J. Stavnebrekk and R.
Stglevik, p. 143

6,6-dimethyl-1-oxa-spiro [2.5]octané. Confrormational equilibrium in the gas phase
as studies by microwave spectroscopy and molecular mechanics calculations, J.
Boulebnane, G. Roussy and P. Iratcabal, p.259

Conformational analysis of the methyl ester of alanine by gas electron diffraction
and ab initio geometry optimization, J. D Ewbank, V. J. Klimkowski, K. Siam and L.
Schafer, p.275 ‘

Molecular determinants for drug-receptors, Part 11: The preferred conformation of N-
(p-anisoyl)Pyrrolidin-2-one (“Aniracetam")in the solid and solution states as
indicated by X-ray crystal structure analysis, dipole moment and theoretical
calculations, G. Bandoli, M. Nicolini, H. Lumbroso, A. Grassi and G. (. Pappalardo,
p.297 : .



Use of ab initio computational results and experimental frequencies to construct the
internal rotational potential function for acrolein, 6. R. dé Maré, Yu. N.
Panchenko and A. V. Abramenkov, p.327

Ab ‘initio structures and vibrational. analysis of the isoprene conformers, Ch. ¥.
Bock, Yu. N. Panchenko, A. S. Kranoshchiokov and R. Avoca, p.337

Studies in hydrogen bonding: simulation of the crystalline solids of ice, ammonia,
and ammonia hydrate, (. Brink and L. Glasser, p.357

Number 161, 1987
Conformational ethalpy and volume changes in bromocyclohexane determined by Raman
~ spectroscopy, D. J. Gardiner and N. A Walker, p.55

Site selective thermal streoisomerization of matrix isolated molecules: simultation
by molecular mechanies, . Charbonnier, R. Viani, J. Pourcin and H. Bodot, p.265

Molecular mechanics calculations for conformational energies and torisional force
constants in fluoropropens and butenes, P. J. Stavnebrekl and R. Stglevik, p.283

A re-interpretation of the uv-photoelectron spectra of Dewar benzene, norbornadiene
and barrelene by ab initio configuration interaction calculations, M. H. Palmer,
p.333

Number 162, 1987

Heavily halogenated (F,Cl, Br) Propenes: torsional potentials and conformational
structures obtained by molecular mechanics calculations, P. J. Stavnebrekk, P.
Bakken and R. Stolevik, p.101

Quantitative prediction of structure-conformation relations in isobutyl and
neopentyl alcohol from ethanol and propanol, K. Siam, J. D. Ewbank and L. Schafer,
p- 117

Number 172, 1988

Calculation of the vibrational spectra of cytosine derivatives by the CNDO/2 force
method. Part I. Planar vibrations of 1-methyloytosin, K, Kuczera, M. Szczesniak and
K. Szczesniak, p.T3

Calculation of the vibrational spectra of cytosine derivatives by the CNDO/2 force
‘method. Part II. Planar vibrations of 5-fluorocytosine, K. Kucaera, M. Szczesniak
and K. Szczesniak, p.89

Calculation of the vibrational spectra of cytosine derivatives by the CNDO/2 force
method. Part J[. Planar vibrations of cytosin, K. Kuczera, M. Szczesniak and K.
Szczesniak, p.89

The vibrational spectra, structure, and conformational behavior of dimethyl
dlearbonate, P. L. Lang and J. E. Katon, p.113

The ab initio analysis of molecular geometry and force fields in H 3XOXH; (X=C,
Si)series, ]. §. Ignatyev, p.139

Conformational behavior of 1-pentyne and 1-hexyne, G. A. Crowder, p.151

Formatibn of dimanganese heptoxide, Mn, O; , by photolysis of Mn, (C0),; in G,_
doped argon matrices, M. J. Almond, p.157




Vibrational assignment and conformational equilibrium for 3-fluoropropene based on
ab initio calculations and high resolution far-infrared spectroscopy, J. R. Durig,
T. J. Geyer, T. S. Little and D. T. Durig, p.165

Molecular structures of trams and cis 1,3-dimethylecyclobutane studies by gas
electron diffraction, . Jonvik, K. Griesbaum, p.203

Molecular structure and puckering potential of chlorocyclobutane studied by gas
electron diffraction and Hartree-Fock calculations, T, Jonpik, p.213

Torsional potentials and conformational structures in chloro and bromo derivatives
of propenal and propenoic acid obtained by molecular-mechanies calculations, (. 0.
B¢strom, P. Bakken and R. Stolevik, p.227

Molecular structure and conformation and 2-acetyl-5-methyl-1,2,3-diazaphosphole: the
use of ‘ab initio calculations in an electron diffraction study, L. S Khaikin, L.
V. Vilkov and J. E. Boggs, p.241

The cumulant-method in diffraction analysis of polyatomic molecules, A. A Ischenko,
V. P. Sbiridonov, Yu. . Tarasov and A. A Stuchebryukhov, p.255

Molecular structures of tert-butyl alcohol and tert-butyl methyl ether as studies by
gas electron diffraction combined with vibratiocnal spectroscopy, A Suwa, H. Ohta
and S. Konaka, p.275 »

Solid-State structure and conformation of the cognition activator 3-phenoxypyridine
sulphate: X-ray, two-dimensional 'H NMR and '3C NMR, and theoretical MO-MNDO
studies, G. Bandoli, A. Grassi, E. Montoneri, G. C. Pappalardo and B. Perly, p.369

Short Communication .
Molecular mechanics calculations for some dimethylalkanes, . A (rowder, p.u33

Number 173, 1988
Computations in vibrational intensity spectroscopy, B, Galabov, T. Dudev, J]. R.
Durig, and W. J. Orville-Thomas, p.111

New aspects in force field calculations, J, Mink, p. 253

Fouries transform methods for spectral resolution enhancement, H, H. Mantsch, D. J.
Moffalt and H. L. Casal, p:285

Matrix isolation infrared spectrum and ab initio calculations of the boron
trifluoride dimer. Tentative assighments, F. M. M. 0" Neill, G. A Yeo and T. A
Ford, p.337

Number 174, 1988
Comparison of experimental and *ab initio" intensity parameters, M. Gussoni, M. N.
Ramos, C. Castiglioni and G. Zerbi, p.u7

Characterization of the “Surface Enhanced Raman Scattering" by use of Raman-
Spectroscopic and quantum mechanical investigations of simple cluster compounds, P,
Bleckmann, M. Thibud and H. D. Trippe, p.59

Theoretical investigation of adsorption of water dimers on a Ni(110) surface, M.
Grodzicki and 0. Kihnholz, p.65

The rapid differentiation and identification of pathogenic bacteria using Fourier

transform infrared spectroscopic and multivariate statistical analysis, D. Naumann,
V. Fijala, H. Labischinski and P. Giesbrecht, p.165



SCF-MO Calculations and NMR measurements for alkenylphosphonates, Y. G. Smeyers, A
Hernandez-Languna, M. Fernandez-lbanez C. 1. Sainz-Diaz, E. Galvev-Ruano and i S.
Arias-Perez, p.267

Quantum chemical assessment of the structure of an oxygen radical adsorbed on
titania and detected by ESR spectroscopy, J.: (. Canesa, M. T. Saintz and J. Sproa,
p.337

Number 175, 1988
Nonlinear optical properties of organic molecules a theoretical study with semi-
empirical methods, J. Hutter and G. Wagnieére, p.159

Vibrational spectra of alkali metal cyclopentadienides and force field calcualtion
of free cyclopentadienyl anion, (. G. Garkusha, 1. A. Garbuzova, B. V. Lokshin and
J. Mink, p.165

Vibrational analysis of propene adsorbed in zeolites Y. H. Fa}ster and 0.
Zakharieva-Pencheva, p.189

Molecular orbital calculations and normal coordinate analysis of CO; and N, O in
Zeolites, M. Grodzicki, H. Forster and (. Zakharieva-Pencheva, p.195

Application of Wiberg indices to geometry optlmlzatlon Cc-C Dlstances, J. M. Martin,
M. Fernandez and J. Tortajada, p.203

New self-consistent potentials for the X! X+ and A! X * states of KH, A Pardo, J.
J. Camacho, J. M. L. Poyato, E. Martin and D. Reyman, p.209

MRD-CI Ground state geometry and vertical spectrum of Nj , (. Petrongolo, p.215

Pattern recognition applied to vapour-phase infrared spectra: characteristic of pOH
bands, G. Jalsovsky and S. Holly, p.263

An ab initio spectroscopic study of the HCN...HCN AND HCN...HNC linear complexes, M.
N. Ramos, C. A Taft, J. G. R Tostes and W. A Lester Jr., p.303

Noise in FT-IR spectral data processing, M. Gil, N. Iza and J. Morcillo, p.329

Ab initio molecular orbital calculations of the polar tensors and vibrational
intensities, of HC; N, M. N. Ramos, B. B. Neto, A. M. Simas and R. E. Bruns, p.355

UPS and quantum-chemical study of compounds containing SiNCX (X=0,S) groups, T.
Veszpremi, T. Pasinszki, L. Nyulaszi, G. (soknka and I. Barte, p.411

The influcence of disorder on the group-theoretically derived selection rules in
ammonium halides, H, Yuriseven and W. F. Sherman, p. 459

Number 176, 1988
The molecular structure of isothiazole from electron diffraction and ab initio
calculations, G. Schultz, I. Hargittai and P. Friedman, p.61

The molecular structure of tetrakis (trimethylsilyl) methane studied by gas-phase
electron diffraction molecular mechanics, B, Beagley, R. G. PTltchaTd and 1. 0.
Titloye, p.81

Conformational analysis of polyfunctional amimic compounds by molecular mechanics.
Part I. Methanediamines and 1,3- dlazacyclohexanes L Carballeria, R A Mosquera
and Y. A Rios, p.89




Number 177, 1988
Ab initio SCF-SDC1 prediction of type I spectra and geometry of hydrogen dichloride
ion, (CIHC1)~ , T. Saitoh and R. Itoh, p.4u9

Theoretical studies of water clusters and consequences for gas-phase ‘and liquid
water, Z, Slanina, p.459

Number 178, 1988

Green's functions and diagrammatic technique in the theory of gas-phase electron
diffraction on vibrationally excited polyatomlc molecules Part I., A A
Stuchebrukhov p.261 .

Calculations of structures of biphenyl and alkylbiphenyls by molecular mechanics. S,
Tsuzuki, K. Tanabe, Y. Nagawa, H. Nakanishi and E. Osawa, p.277

Molecular mechanics calculations for dl, meso-2,3-dichlorobutanes and 2-
halopropionyl chlorides, N. L. Borkar, C. A. Kingsbury and E. P. Rack, p.287

Molecular mechanics and X-ray crystallographic analysis of bicuculline salt
conformations, K. B. Lipkowitz, M. H. Aprison and R. D. Gilardi, p.305

Short Communications
Molecular mechanics calculations for some trlmethylalkanes, G. A. Crowder, p.335

Number 189, 1988 )

The structures, dipole moments and relative energy of the conformers of cyclobutyl
acetylene by microwave and ab initio methods, R. J. Berry, M. D. Harmony, M.
Dakkouri, K. Siam and L. Schafer, p.11

The conformation of ethyleneurea from microwave spectroscopy and ab initio
computations, R. Cervellati, A Degli Esposti, D. G. Lister and R. Palmieri, p.81

Number 190, 1988

Conformational analysis of gaseous 1-oxa-spiro (2. 5 ] octane by microwave
spectroscopy and molecular mechanics calculations, l. Boulebnane, G. Roussy and P.
Iratcabal, p.7

Microwave spectrum and molecular structure of vinyl isocyanide: experimental and
theoretical evaluation of conjugation, T. -A. Chang, M. D. Harmony and S. W.
Staley, p.17

NMR chemical shifts and intramolecular van der Waals interactions: carbonyl and
ether systems, D. B. Chesnut, D. W. Wright and B. A. Krizek, p.99

A variational calculation of the rotation-vibration energies for H ,0 From ab
initio data, P. Jensen, p.149

Number 192, 1988

The role of bond centred function in calculation of nuclear quadrupole coupling
constant of !4N and ? H nuclei in HCN and HNC molecules, G. Prasad, V. Keshari and
P. Chandra, p.253

Ab initio MO calculation of nuclear quadrupole coupling constants of *H , 7Li and
35C1 in LiCl and HCI molecules, A Lal, V. Keshari anbd P. Chandra, p.263

Ab initio MO calculation of.nuclear quadrupole cbupling.cdnstant of 2 H, and '7 O
nuclei in water molecule, V. Keshari, S. P. Karna and P. Chandra, p.2T1
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Special Issue: Molecular Spactroscopy and Molecular Structure — A Collection of Invited Papers in
Honour of Professor W.J. Orwlle-Thomas

Dedication to Professor W.J. Orville- Thomas

Gas-phase structures of di-t-butyl ether and t-butyl methyl ether
S. Liedle, H.-G. Mack and H. Oberhammer (Tiibingen, F.R.G.), M.T. Imam and N.L.
Allinger (Athens, GA,US.A), p.17

Potential energy surface for the HCN dimer and trimer hydrogen-bonded complexes
W.B. Almeida and A Hinchliffe (Manchester, Gt. Britain), p.17

Benzenoids with hexagonal symmetry, including the rare animals “‘all-fiakes"’
S.J. Cyvin, B.N. Cyvin and J. Brunvoll {Trondheim, Norway, p. 31

Force-field calculations on and the Raman spectra of NH,D;_,, (0 < <ng 3) molecules trapped
in solid nitrogen
A. Loutellier and J.-P. Perchard (Paris, France) , p.51

Analysis of the infrared absorption spectra of solutions of water in some organic solvents
S.P. Paul and T.A. Ford (Johannesburg, South Africa}, p.65

Triatomic model of hydrogen-bond stretching modes in hydrogen-bonded dimers B+« -HX
Z. Kisiel (Warsaw, Poland), A.C. Legon (Exeter, Gt. Britain} and D.J. Millen {London,
Gt. Britain), p.77

Anomalous double minima in the angular variation of ENDOR transitions
C.A. McDowell and D.L. Sastry {Vancouver, B.C., Canada} , p.85

The quantum theory, calculation method and properties of the electro-optical parameters
of some polyatomic organic compounds
L.A. Gribov and S.V. Kotov (Moscow, U.SS.R.); pP.93

Differences in the structures of highly polar and hydrogen bonded llqulds
P.L. Huyskens (Leuven, Belgium} ,p.123

The basicity of the two carbonyl bonds in uracil derivatives
Th. Zeegers-Huyskens {Heverlee, Belgium) , p.135

Ab initio study of the effect of cation binding on the electronic structure of proteins
A K. Bakhshi, J. Ladik and P. Otto (Erlangen, F.R.G)}, p.143

Bond-dissociation energies of organic compounds. A tentative rauonallzanon based on the
concept of stabilization energy
G. Leroy, M. Sana, C.'Willante (Louvain-la-Neuve, Belgium) and R.M. Nemba (Youndé,
Cameroun) , p.159

An MO study of the transferability of infrared intensity parameters in alkyl ethers
S. liieva and B. Galabov (Sofia, Bulgaria} , p.175

The quantitative prediction and interpretation of the vibrational spectra of
organophosphorus compounds. Part li. Methylphosphonic difluoride CH3(PO)F,,
methylphosphonothioic difluoride CH,(PS)FZ and methylphosphonofluoridic acid
CH,(PO)FOH
J.S. Kwiatkowski, K. Kubulat, W.B. Person and R.J. Bartlett (Gainesville, FL, U.S.A.) and
J. Leszczynski (Birmingham, AL, U.S:A)), p.187

The potential energy surface and equilibrium geometry of Ar---PH;
Z. Latajka and S. Scheiner (Carbondale, IL, U.S.A}, pP. 205

Electronic structure and bonding of transition metal complexes MCO (M=Ru, Os)
A. Daoudi, M. Suard (Palaiseau, France}, J.C. Barthelat (Toulouse, France) and G.
Berthier (Paris, France), p.215

The conjugated-circuit model: application to benzenoid hydrocarbons
S. Nikolié (Galveston, TX, U.S.A.), M. Randié (Ames, 1A, U.S.A.}, D.J. Klein (Galveston,
TX, U.S.A)), D. Plavsi¢ (Croatia, Yugoslavia) and N. Trinajstié¢ {(Galveston, TX, U.S.Al), p.223

Vibrational spectra and conformational analysis of chloromethylchioroformate
F. Daeyaert and B.J. van der Veken (Antwerpen, Belgium) » P.239

A study of orbital interactions in the reactions of bicyclo{1.1.0]butane
H. Fujimoto, T. Yabuki and K. Fukui (Kyoto, Japan} , p.267

Nature of the protonic species and the gel—crystal transition in hydrated zirconium
phosphate :
P. Colomban (Palaiseau, France) and A. Novak (Thiais, France) , p.277




Quantum-mechanical studies of the structures of cytosine dimers and guanine—cytosine
pairs
R. Czerminski (Warsaw, Poland), J.S. Kwiatkowski {Torun, Poland}, W.B_ Person and K.
Szczepaniak (Gainesvills, FL,US.A)), p.297
The electronic spectra of benzo[b]thiete and transient o-thiobenzoquinonemethide.
Spectral assignments on the basis of the electronic spectra of aniline, thiophenol,
thioanisole, all-trans-octatetraene and transient o-xylylene in conjunction with quantum-
chemical calculations .
A. Schweig, F. Diehl, K. Kesper and H. Meyer (Marsburg, FRG.) » P.307
Complexation of guanine with dissolved oxygen in solution and study of excited-state
lifetime
C. Santhosh and P.C. Mishra (Varanasi, India) , p.327
Intramolecular sulphur~oxygen interaction in organosulphur compounds with different
sulphur valence state: an X-ray study of methyl-2-nitrobenzene-sulphenate,-sulphinate,-
sulphonate and 2-nitrobenzenesulphenyl chloride
A. Kucsman, 1. Kapovits, M. Czugler, L. Parknyi and A. K&lman (Budapest, Hungary). , P. 339
Intramolecular sulphur({ll)-oxygen interaction in acyl chlorides: an X-ray study of 2,2'-
thiodibenzoyl chloride and 2,2’ -dithiodibenzoyl chioride
L. Parkanyi, A. Kéimén, A. Kuesman and I. Kapovits (Budapest, Hungary) » D- 355
Conformational stability, barriers to internal rotation, ab initio calculations and vibrational
assignment of fluoroacetyl fluoride - ' '
J.R. Durig, H.V. Phan, J.A. Hardin, R.J. Berry and T.S. Little (Columbia, SC, U.S.A.) , P. 365
A theoretical study of the C;H,2* potential energy surface
M.W. Wong and L. Radom (Canberra, A.C.T., Australia) , p.391 _
Raman and infrared spectroscopic studies of the low- and high-temperature forms of
octahalo cyclic phosphazene tetramers, P(N,Clg and P4N,Fg
V. Varma, J.R. Fernandes and C.N.R. Rao (Bangalore, India) , p.403
Bonded tableau method for many-electron systems .
Zhang Qianer and Li Xiangzhu {Fujian, People’s Republic of China), p.413
Critical appraisal of some current semiempirical methods in calculating ESCA chemical
shifts
Z.B. Maksié and S. Supek (Zagreb, Yugoslavia), p.427
An infrared study of the effect of liquid ammonia on wood surfaces
‘N.L. Owen and Z. Pawlak (Provo, UT,U.S.A)), p.435
FTIR study of the protonation of a Schiff base in chloroform—methanol mixtures
C. Rhofir, H. Le-Thanh, D. Vocelle and C. Sandorfy (Montreal, Que., Canada), p.451
Proton transfer in the HCOOH-CH3NH, complex. Ab initio study with various basis sets and
solvent reaction field
M. Hodo3&ek and D. Had#i (Ljubljana, Yugoslavia) » P.461
A simple way to obtain information on charge distribution in molecules directly from
infrared spectra: the case of C—H bonds
C. Castiglioni, M. Gussoni and G. Zerbi {Milan, ltaly) , p.475
An ab-inito SCF-MO study of the solvent effect in a-substituted carbanions
F.Bernardi, G. S. Valliand A. Venturini {Bologna, haly), p.489
Reversible proton transfer in the 2,3,5,6-tetrachlorophenol-N, N-dimethylaniline hydrogen-
bonded complex studied by low-temperasture 'H NMR spectroscopy
M. liczyszyn, H. Ratajczak (Wroclaw, Poland) and J.A. Ladd {Salford, Gt. Britain) , p.499
Polarized infrared and Raman spectra of caesium hydrogen succinate monohydrate single
crystal
M.M. liczyszyn, H. Ratajcak {(Wroctaw, Poland) and A.J. Barnes (Salford, Gt. Britain) , p.505
Short Communication
Sulifur-edge X-ray absorption near edge spectra (XANES) of some thiometallates and
thiometallato complexes
V. Wittneben, A. Sprafke, E. Diemann, A. Muller (Bielefeld, West Germany), M.
Kuetgens, R. Chauvistré and J. Hormes (Bonn, West Germany) , p.525
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Characterization and selection of atom-pair potential functions for conformational
analysis, R. J. Crawford, R. A Pearlstein, M. Mabilia and A J. Hopfinger, p.185

Transputer implementations of chemical substructure searching algorithms, Geoffrey
M. Douns, Michael F. Lynch Peter Willett, Gordon A, Manson and George A. Wilson,
p.207

Capturing chemical information in an extended relational database system, Thomas R.
Hagadone and Michael S. Lajiness, p-231 :

A. BASIC program for HPGL plotting of chemical data, Jose R. Escabi-Perez, p; 231

Computer-assisted automated synthesis-I. Computer-controlled reaction of substituted
N-(Carboxyalkyl)amino acids, Nobuyuki Hayashi and Tohru Sugawara, p.237

Desktop publishing for the chemist on an IBM PC: a middle of the road approach,‘Hei—
Wun Leung, Albert Wai-Ming Lee, Ching-Wan Yip, Kwok-Ming Tam and Hok-Kaem Tse, p.2u7

Contents of Disk 1 to 3

Disk 1: READ.ME describes contents of all disks. ASCII files of each manuscript by
author, editorial, and ChemText™ document files (only readable with ChemText);
HAGADONE.DOC and LEUNG.DOC for Hagadone and Leung papers, respectively.

Disk 2: ChemText document files (only readable with ChemText ); HAYASHI.DOC, PEREZ.
DOC, and HOPFIING.DOC; READ.ME describes files.

Disk 3: HOPFINGE subdirectory: REFERENCE.CHM, a -CHEMLAB ™ molecule file of
reference geometry; SCANRUN.LOG log of CHEMLAB modeling reported in paper; PLOTCHEM
subdirectory: PLOTCHEM.BAS and PLOTCHEM.EXE Basic source code and PC executable for
Perez's paper, SAMPLE1.DAT data fpr PLOTCHEM program, SAMPLE1.HGL HPGL plot
instructions generated by PLOTCHEM, PLOT.BAT startup for PLOTCHEM, READ.ME describes
files; TEMPLATE subdirectory:* DRW Freelance ™ template files for Leung's paper,
READ.ME describes Files.
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Simulation of !'3C NMR spectra, Livija Lah, Marjan Tusar and Jure Zupan, p.5

Prediction of gas chromatographic response factors by the PLS method, Giuseppe
Musumarra, Danila Pisano, Alan R. Katvitzky, Andrzej R. Lapucha, Franz J. Luxem,
Ramiah Murugan, Michael Siskin and Glen Broms, p-17

Residual chargers on atoms in organic structures: a new algorithm for their
calculation, Luca Bauner, Giordano Sala and Guido Sello, p. 37

KC Expert-a knowledge-based tool for chemists, G. Scoit Owen and Taylor Binkley,
p-u7

SESAMI: an expert system for bioassay~-directed 1solat10n of active compounds, Yves
Francois Pouchus, Abdel Fatah Benslimane and Jean-Francois Verbist, p.55

MolDraw: molecular graphics for the Macintosh, Jean Michel Cense, p.65

Contents of Disk 1 to 5

Disk 1: ASCII files of each manuscript by author (* ASC); Macintosh Instructions for
Authors (AUTHOR, MAC); Chem Text file of Sello paper (SELL0.DOC); UTILITY
subdirectory: MDLTOACR.EXE and FOR, conversion from MDL MolFile to AcroSpin data



file by Mike Pitman, MOLA.MOL sample MolFile.

Disk 2: SIMULA subdirectory: Zupan @+ (13)C predeiction program, READ.ME describes
files; PREDICT SUBDIRECTORY: TABLE1.DAT raw data, PREDICT.FOR and PREDICT.EXE
program for predicting gas chromatographic response-factors.

Disk 3: RESCHA subdirectory: Sello residual charge calculation source and executable
progran (RESCHA. * )and sample MolFile (PPROST.MOL); SESAME subdirectory: Pouchus
bioassay system (SESAME.EXE)and data files, READ.ME describes files: ACROSPIN
subdirectory: demo version of ACROSPIN program for 3-D rotation of models (see
Smith review).

Disk 4: KCEXPERT.ARC Owen executable expert system in ARC format; KCSOURCE. ARC,
Prolog source code (Disk 1 READ. ME lists contents); READ.ME describes dearchving
and installation.

Disk 5: (Macintosh 3.5" double-sided format) ASCII text files of each manuscript by
author name ( * ASC); CENSE.MSW Microsoft Word version of Cense paper on MOLDRAW;
AUTHOR.MAC addendum to Instructions for Authors for Macintosh; TCMFORMAT.MSW a shell
paper in TCM FORMAT FOR Microsoft Word with style sheet; MolDrawfolder contains the
Cense MolDraw executable program, Mld/Word User's manual in Word format, MolText
editor, and sample molecule files; READ.ME describes files.
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CONFERENCE PAPERS _

from the Symposium on Molecular Recognition: Its Role in Chemistry and Biochemistry-
Sopron, Hungary 24-27 August 1988

Applications of molecular graphics for the study of recognition, A. . T. North,
p-67

Polyamine interaction with Z-DNA, K, Tomita, T. Hakoshima, K. Inubushi, S. Kunisawa,
H. Ohishi, G. A van der Marel, i. H. van Boom, A. H.-J. Wang and A. Rich, p.71

Electrostatic complementarity in molecular associations, G. Nﬁray—Szabé: p.76

Molecular conformation and ion transport of cyclic and linear ionophores, W. L.
Duax, D. A Langs, W. A Pangborn, G. D. Smith, V. 7. Pletnev and V. T. Ivanoo, p.82

Studying enzyme- 8 -lactam interactions using X-ray diffraction, J, A Kelly, J. R
Knox and H. Zhao, p.87

Abstracts from the Symposium on Molecular recognition, p.93

Color illustrations, p.97

REGULAR PAPERS

Identifying targets for bioreductive agents: using GRID to predict selective binding

regions of proteins, (. A Reynolds, R. (. Wade, P. J. Goodford, p.103

A fast algorithm for generating smooth molecular dot surface representations, J, B.
Moon and W. J. Howe, p.109

A rapid method for the computation, comparison and display of molecular volumes, R.
S. Bohacek and W. C. Guida, p.113
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