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INTRODUCTION

Physical organic chemistry emerged a few decades ago,
when organic chemists started to apply the methods and
theory of physical chemistry to the study of organic
reactions and their mechanisms. These studies prepared
the ground for modern organic chemistry. The way
organic chemists think about their science is very much
dominated by physical organic concepts, and the
teaching of elementary organic chemistry without using
a physical organic approach is almost unthinkable.

The IUPAC Commission on Physical Organic
Chemistry (Commission II1.2) was established within
the Organic Chemistry Division in 1973, when classical
physical organic chemistry (i.e. mechanisms of
reactions in solution) was at its height. Owing to the
rapid development of the field, there was much confu-
sion at that time with respect to the language of organic
chemistry, and the Commission’s first effort consisted
in establishing a glossary which defined the terminology
to be used in physical organic chemistry.! Subsequent
work of the Commission dealt with typical problems
related to reaction mechanisms,?? but also with topics
going beyond the field, such as the development of a
nomenclature for organic transformations**® and the
nomenclature for hydrogen atoms. ¢

RECENT PUBLICATIONS

During the past few years, the Commission has dis-
cussed problems concerning standards of publication.
These discussions have resulted in the preparation of
two documents, published in the form of technical
reports, which recommend guidelines for the publi-
cation of research in experimental’ and computational®
organic chemistry., These guidelines are intended to
assist journal editors in establishing sound editorial
standards, and to encourage authors to meet such
standards.

A technical report dealing with the physical prop-
erties of carbenes and carbene analogues has also
appeared recently.
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CURRENT PROJECTS

Glossary of terms used in physical organic chemistry,
revision 1993 (the ‘Glossary’)

Most of the effort of the Commission during the last 4
years was spent on this project. The terminology of the
previous glossary has been updated, revised and con-
siderably expanded. The document is on the way to
outside reviewers, and is planned to be finalized at the
1993 ITUPAC General Assembly in Lisbon.

Glossary of class names for organic compounds and
reactive intermediates based on structure (joint
project with Commission III.1 on organic
nomenclature)

This compilation recommends terms to denote classes
of compounds, substituent groups and reactive inter-
mediates, as contrasted with individual compounds.
Such terms are widely in use, but their status of defini-
tion varies considerably. The document provides defini-
tions of approved terms, introduces a few new ones and
recommends discontinuation of a selection of terms
actually in use.

Commission I11.2 originally intended to prepare, as
part of the revision of the ‘Glossary,” a document on
class names of reactive intermediates. In parallel, Com-
mission III.1 was working on class names of organic
compounds. As the work progressed, it was realized
that it was impossible to achieve complete and consis-
tent documents and to avoid overlap by working in par-
allel and the projects were merged. The final draft is
now under external review.

Basic terminology of stereochemistry (joint project
with Commissions I1.2, II1.1, and IV.1)

This project, initiated by the late Victor Gold, former
Chairman of Commission 111.2, provides definitions for
a selection of terms in stereochemistry which are in
general use (or misuse). The progress of the work was
greatly delayed owing to the untimely death of its
initiator, At that time the Divisional Committee
decided to transfer the responsibility for the project to
Commission III.1, and Professor G. Moss agreed to act
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as convenor of a working party. There is still much
controversy on some basic issues in stereochemistry,
but it is hoped that the working party will come to a
consensus and publish its final report within a year or
two.

Structure—reactivity parameters and relationships

This is a critical compilation of experimental data used
in correlation analysis and quantitative
structure—activity relationships (QSAR), widely applied
in medicinal chemistry. It will provide researchers with
a means to obtain with confidence the appropriate
substituent constants for the analysis of their data and
the appropriate mathematical tool for correct execution
and interpretation. The project was initiated in 1989,
and involves many specialists who are not members of
the Commission.

FUTURE PROJECTS

There has been much discussion on restructuring
TUPAC to make it more efficient and more responsive
to the needs of the scientific community and to the
needs of society. Conceivably, the activities of the Div-
ision of Organic Chemistry might be reoriented, and so
will be those of the Commission on Physical Organic
Chemistry. For the immediate future, in the selection of
projects, the Commission is trying to keep a reasonable
balance between the traditional fields of physical
organic chemistry and the more recent developments;
such projects often will have strong interdisciplinary
character and will require participation of experts
outside of TUPAC.

Current feasibility studies deal with terminology in
theoretical chemistry and with modelling. In addition,
the commission is looking for means to make available
to a larger audience the projects on terminology which
have been going on in the Division of Organic Chemis-
try; publication of a compilation on IUPAC ‘Termin-
ology in QOrganic Chemistry’ is envisaged. Other fields
of interest in the future include solvent parameters,
steric substituent parameters, language of supramole-
cular chemistry, physical methods in organic chemistry
and physical properties of radicals. Readers of this
newsletter are encouraged to offer comments on these
projects, and on others that they think the Commission
should undertake. Such comments may be addressed to
the Chairman or to the Secretary, whose addresses are
given below, or to any member of the Commission.
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