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Plenary Speakers 
Andrew Keller, University of Bristol; Toyoki Kunitake, Kyushu University; 
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In addition to the Plenary Speakers, there will be more than 100 invited speakers and numerous contributed oral 
and poster presentations covering all aspects of polymer science. 24 parellel sessions are planned. Abstract 
Deadline is February 1, 1994. 

For program Information contact: Dr. Jerry Lando or Dr. Virgil Percec, Case Western Reserve University, 
Department of Macromolecular Science, Cleveland, Ohio USA 44106-7207, Phone: (2 16) 368-6366, (2 16) 368- 
4242, Fax: (216) 368-4028 

For a copy of the second circular, contact Cathy Manus-Gray MacroAkron '94, The University of Akron, 
Akron, OH 44325-3909, USA. Phone: (216) 972-5334; Fax: (216) 972-5463 or Electronic Mail: 
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The gh International Symposium on Molecular Recognition and 
Inclusion will be held in Ottawa, Ontario, Canada from July 31 to 
August 5, 1994. For further information please contact Mrs. 
Huguette Morin-Dumais, Steacie Institute for Molecular Sciences, 
National Research Council Canada, 100 Sussex Drive, Ottawa, 
Ontario, Canada, K1A OR6. Telephone: (613) 990-0936. FAX: (613) 
954-5242, E-Mail: ISMRI@NEDl.SIMS.NRC.CA. 

The symposium will jbciis on the rapidly advancing field of supramolecular 
chemistly including all aspects of molecular recognition and inclusion. As part of 
the main symposium, a special 'Zock and Key" qinposiiirn will be held to 
commemorate the I Wh aiiiiiversauy of Einil Fischer's seminal paper in which the 
lock and key analogy was first proposed. The symposiimz will focus on molecidar 
recognition and will include all chemical and biological aspects (structure, 
catalysis, complex formation biomimetic reactions, self assembly, sensors, drug 
design, new and modified hosts). Additional areas to be covered include: physical 
methods and computation (advances and applications to molecular recognition and 
guest-host chemistry) and the solid state (new inclusion hosts, microporous solids, 
cla thrates, inclusion compounds, intercalates, chemistry in confined spaces, 
clusters). The program will consist of 35-30 plenary and invited lectures as well 
as contributed presentations in poster format. Astracts of oral and poster 
presentations will be available to participants in booklet form. 



Journa 1 of 

MOLECULAR 
GRAPHICS 
Published in association with the Molecular Graphics Society 

Editor: 
Dr. W.G. Richards, 
Physical Chemistry Laboratory, 
University of Oxford, UK 

US Associate Editor: 
Dr. Vivian Cody, 
Research Laboratories, 
Medical Foundation of Buffalo, Inc. 
Buffalo, NY, USA 

The Journal of Molecular Graphics is a quarterly update of the latest international developments in 
computer-aided molecular design. 
Through fully refereed original research papers, short communications, reports from relevant confer- 
ences, book reviews, news and a calendar of events, each issue offers detailed appraisals of current 
techniques along with full-color plates illustrating the exciting images these techniques can produce. 
The Journal of Molecular Graphics is the perfect current reference companion for pharmaceutical 
and agrochemical researchers, biochemists, chemists, molecular biologists and anyone involved in the 
investigation of molecular structure, function and interaction with an eye toward the design of 
desirable compounds. 

Scope: 
Hardware and Software 
Algorithms and Procedures 
Representation of Molecular Structure 

Parametric Plots 
Molecular Model 
Project Results 

ISSN 0263-7855 
Published quarterly in March, June, September and December 
For further information or a free sample copy, please contact: 

Journals Marketing Department 

P=-=- E I N E M A N N  

80 Montvale Avenue 
Stoneham, MA 02180 USA 
Toll free in N. America 1-800-366-2665 
Outside N. America 61 7438-8464 



Journal of Chemical Research, Issue 8,1993 
Other papers in the subject areas covered by J. Chem. SOC. are published in synopsis/microform format in J. 
Chem. Research. For the benefit of readers of J. Chem. Soc., the contents list of J. Chern. Research (S), Issue 8, is 
reproduced below. 

289 Alexander J. Blake, Robert 0. Gould, R. Michael Paton 
(M 1960) 

290 Preparation of Optically Active Pyrrol-2-ylmethanols by Kinetic Resolution using the Modified Sharpless Asymmetric 
(M 1971) Epoxidation Reagent Wei-Shan Zhou and Dong Wei 

291 Acetolysis of 2-Aryl-1-methylpropyl Systems: Mechanism of the Formation of the Retained Product without Neighbouring Group 
( M  21 53) Participation 

292 Reaction of Pyrazolo[l,5-c]pyrimidinethiones with Hydratine: Synthesis of Novel Substituted Pyrazolo[l,5-c]pyrimidine and 
(M  21 75) Pyrazolo[l,5-c]tetrazolo[l,5-a] pyrimidine Derivatives 

293 A Novel Synthesis of Transient Cyclohexa-l,2-diene and Cyclohepta-?,2-diene via p-Halogenosilanes Yaqar Sutbeyaz, 
(M2189) Mustafa Ceylan and Hasan Seqen 

294 Rotational Isomerism and Crystal Structures of meso- and ( f )-2,3-Dicyano-2,3-dicyclohexylbutane Lip-Lin Koh, Eng-Hui Tan, 
(MI8011 Yan Xu, Swee Yong Lee, Yu-Lin Lam and Hsing-Hua Huang 

296 Ab lnitio Models for Receptor-Ligand Interactions in Proteins. Part 2. Models for Aspartate, Glutamate and Lysine Ions Mikael 
(M 1845) Perakyla and Tapani A. Pakkanen 

298 Influence of Stereochemical Factors on the Partition Coefficient of Diastereoisomers in a Biphasic Octan-1-ol-Water System 
(M 1901) Ruey-Shiuan Tsai, Pierre-Alain Carrupt, Bernard Testa, Nabil El Tayar, Gary L. Grunewald and Alan F. Casy 

300 Linear Free Energy Relationships in the Thiophene Series. Part 4. Acid Dissociation, Reactivity with Diazodiphenylmethane in 
( M  1873) Methanol and Analysis of 13C and 1 7 0  NMR Substituent Chemical Shifts of Some 5-Substituted Thiophene-3-carboxylic Acids. 

Calculation of the Substituent Constants in the Thiophene Series Domenico Spinelli, Liliana Lamartina, Renato Noto, 
Giovanni Consign0 and Stefan0 Chimichi 

302 Reaction of Partially Saturated fi-Heterocyclic Enaminonitriles with Carbon Disulfide Maria G. Testa, Giancarlo Perrini, 
(M 1921) Ugo Chiacchio and Antonino Corsaro 

304 Characterization of the Fluorescence Derivatization Products of Oxazepam in Mixtures of Acetic Acid and Methanol Ana R. 
(M  1937) Escobal, Carmen Iriondo. Luis A. Berrueta, Blanca Gallo and Francisca Vicente 

306 Comparative Reactions of Eenzonitrilium N-4-Nitrophenylimide with Some 1-Substituted Tetrazol-5-ones, Tetrazole-5-thiones 
(M  1948) and Tetrazol-5-amines: a Route to 1,2,4-Triazole and 1,3,4-Thiadiazole Derivatives Richard N. Butler, Eithne P. Ni 

308 Chi-Kin Wong, Yu-San Cheung, Henry N. C. Wong and 
(M2001) Wai-Kee Li 

310 Jieun Oh, Kiyull Yang, In Sun Koo and lkchoon 
(M2040) Lee 

312 Heterocyclic Synthesis with Isothiocyanates: an Expeditious Synthetic Route to Polyfunctionally Substituted Thiophene, 
(M 1981) Pyrazole, Oxazole, 2,3-Dihydrothiazole, 2-(Pyrazol-4-ylidene)thiazole and 5-(Thiazol-2-ylidene)pyrimidine Derivatives Sallah 

314 Reactions of 2,2.4-Trimethyl-ZH-benzo[b]p* I ; n and 2,2,4-Trimethyl-2H-naphtho[l,2-b]pyran with Bromine Eric Bradley, 
(M 2101) 

316 Strong Hydrogen Bonds in the 1 : l  and 2 : l  Complexes of Eetaine with Strong Acids Zofia Dega-Szafran, Monika 
(M 2080) 

318 (3R)- and (3S)-Methylpiperazine-2,5-dione Derivatives as Useful Intermediates in the Enantioselective Synthesis of a-Amino 
(M 2125) Esters Mario Orena, Gianni Porzi and Sergio Sandri 

320 Electrophilic Substitution of Indole. Part 12. Synthesis and Structure of 2,3,4,5,10,11-Hexahydro-I l-(indol-3-yl)dibenz[b,flazepin- 
(M 2201 ) Julie Banerji, Munmun Saha, Ratna Chakrabarti, Sanchayita Kanrar, Asima Chatterjee, Herbert Budzikiewicz, 

322 ESR Studies on Thioamides. Part 8. Radical Anions of lmidazolidinetriones, Piperazine-diones and -tetraones, Quinoxalinediones 
(M2218) and their Sulfur Analogues Peter Brix and Jiirgen Voss 

324 A Direct Route for the Regioselective Synthesis of Hydroxylated Aromatic Cycloalkanediones Giovanni Sartori, Franca Bigi, 
(M 2061) 

325 Montmorillonite Clay-catalysed Regioselective Ring Opening of Oxiranes with Thiophenol: a Simple Synthesis of /3-Hydroxy 
(-) 

326 A Simplified Synthesis of 3’-Azido-3’-deoxythymidine (AZT) 
(-) 

328 1,2-Asymmetric Induction in Reactions between Organometallic Reagents and Chiral p-Hydroxyaldehyde Derivatives. Deter- 
(-) Dominique de Kermadec, Gerard Dauphin 

330 Branched-chain Sugars: Improved Synthesis of 3-C-Cyano-3,5,6-trideoxy-1,2-O-isopropylidene-a-~-~i~~-hex-5-enofuranose 
(-) Jose Marco-Contelles 

332 Consideration of Possible Nucleophilic Assistance in the Solvolyses of Cumyl Derivatives Dennis N. Kevill and Malcolm J. 
(-) DSouza 

334 Photolysis of fert-Butyl(rnesity1)phosphinic Azide: Influence of Dimethyl Sulfide on Intramolecular Nitrene Insertion and Curtius- 
(-) like Rearrangement Martin J. P. Harger 

336 Anomalous Course of the Tandem Cyclization of N-Benzyl-N-hippurylhomoveratrylamine: Formation of lmidazoisoquinolines 
(--) 

338 Magnesium Iodide-Diethyl Ether-Acetic Anhydride: a New and Efficient Acylating System for Priman/, Secondary and Tertiary 
(-) Alcohols and Phenols Pritish K. Chowdhury 

Stereoselectivity of Grignard Reactions involving Levoglucosenone 
and Philip G. Taylor 

Tomomi Kinoshita, Masaki Takemoto, Koichi Shibayama and Ken‘ichi Takeuchi 

Mohamed Gaber Marei and Moneim El-Ghanam 

Bhradaigh and Kevin J. Fitzgerald 

MNDO Study of Some [6lParacyclophanes with Unsaturated Chains 

Solvolyses of 2-Thenoyl and 2-Furoyl Chlorides in Aqueous Binary Mixtures 

M. El-Kousy, Rafat M. Mohareb and Sherif M. Sherif 

W. David Cotterill, Robert Livingstone and Patrick A. O‘Donnell 

Grundwald-Wyspianska and Miroslaw Szafran 

1 -one 
Thierry Prange and Alain Neuman 

F i n o  Goffredi, Raimondo Maggi, Roberto Portioli and Giuseppe Casnati 

Sulfides 

Sukhendu B. Mandal and Basudeb Achari 

mination by ’H NMR Spectroscopy of the Stereochemistry via 1,3-Dioxanes 
and Michelle Prudhomme 

Amiya Krishna Maiti, Gautam K. Biswas and Prantosh Bhattacharyya 

Kuppuswamy Nagarajan and Patrick J. Rodrigues 

340 
(- 1 
342 
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Reactions of Bromoruthenocene(iv) Complexes 

Kinetics’ and Mechanism of the Nitrosation of Indane-l,3-dione 

Photochemistry of Cyclic Enones. Part 10. 2-Phenyl-5-(2-phenylprop-2-enyl)cyclopent-2-en-l -one 

Synthesis of Optically Pure 5-Fluoroalkyl-4-sulfinylisoxazoles 

Karl Kirchner, Subrata Dasgupta and Roland Schmid 

Michelle A. C. Reed and D. Lyn H. Williams 

T. Brian H. McMurry 

Resnati 

Michael T. M. Clements and 

Pierfrancesco Bravo, Luca Bruche, Dario Diliddo and Giuseppe 


