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Glossary of Thermal and 
Thermomechanical Properties of 
Polymers

This project aims to identify the most important terms 
concerning thermal effects properties of relevance for 
polymers, and to give recommendations of unequivo-
cal definitions for these terms. In literature and practi-
cal use it is obvious there is a significant lack of such 
a collection of terms. Some terms are even used in 
entirely different contexts or with different meanings 
to those intended. 

The terms that have been selected for the pre-
liminary list (see project web page) are those used 
in the conventional thermal (calorimetric) and ther-
momechanical (static or dynamic) characterization 
of polymeric materials. The project will be based to 
some extent on earlier reports related to nomenclature 
and terminology of thermal analysis published by the 
International Confederation for Thermal Analysis and 
Calorimetry <www.ictac.org>. The project will be car-
ried out in collaboration with ICTAC.

For more information and comments, contact the Task Group Chair Michael Hess 
<michael.hess@uni-duisburg-essen.de>.

 www.iupac.org/projects/2006/2006-041-1-400.html

An Introduction to Computer-
Assisted Drug Design

A new project of the Chemistry and Human Health 
Division is to prepare a book that will provide a broad 
overview of the useful computational methods in 
drug design. The book will be for self-study and will 
also function as a guide in advanced biochemistry or 
medicinal chemistry courses.

The book will be organized along the steps of drug 
discovery. That is, the first chapters will address the 
design of screening libraries, the next will address fol-
lowing up high throughput screening hits, and the final 
chapters will address optimizing a series. Topics will 
be introduced when first needed, but referenced and 
expanded as needed for later discussions. 

The level of detail in the main body of the book will 
be conceptual; however, for the more eager reader, 
additional details will be provided in set-aside boxes. 
The discussion will not include the details of all the 
computer programs available for a particular purpose. 
In particular, it will not include discussions of how to 

run the programs. In a similar vein, the citations will 
generally be to review articles. Every topic will be 
illustrated with examples.

For more information and comments, contact the Task Group Chair Yvonne C. Martin 
<yvonnecmartin@comcast.net>.

 www.iupac.org/projects/2007/2007-006-1-700.html

Wet Surface Vibrational 
Spectroscopy Experiments

In recent years, there have been important develop-
ments in vibrational spectroscopic techniques applica-
ble to studies of the wet interfaces which surround us 
in nature and in technology. Methods that can provide 
vibrational spectroscopic information about mono-
layers at surfaces are powerful tools in revealing the 
molecular basis of the observed macroscopic behavior 
of such systems. Surface enhanced Raman spectros-
copy (SERS), which gives remarkable enhancement of 
typically weak Raman scattering, was at first observed 
from silver and gold electrodes. SERS is now more 
widely observed in other contexts and is even used for 
single molecule detection.1 Surface enhanced infrared 
absorption spectroscopy (SEIRAS) is a related tech-
nique which gives enhancements of infrared absorp-
tion and is used mainly in electrochemical contexts.2 
The deposition of thin films of colloid-like particles 
on prisms used in attenuated total reflection infrared 
spectroscopy (ATRIRS) provides signal enhancements 
due to the high surface area and facilitates wet adsorp-
tion studies of diverse materials.3 Presently, the most 
exciting surface-sensitive spectroscopic technique is 
vibrational sum frequency spectroscopy (VSFS).4 This 
nonlinear optical technique provides vibrational spec-
tra of molecules at “buried” interfaces and is highly 
surface selective due to symmetry changes at inter-
faces. 

The aim of this project is to promote the application 
of ATRIRS, SEIRAS, and SERS to problems in interfa-
cial chemistry by selecting, testing, and disseminating 
a collection of experiments suitable for undergraduate 
teaching laboratories, which are able to be performed 
with relatively inexpensive equipment. Undergraduate 
experiments in interfacial chemistry are presently 
dominated by measurements of macroscopic quanti-
ties such as surface tension and amount adsorbed 
when increasingly spectroscopic and microscopic 
data are presented in the corresponding lectures. This 

Information about new, current, and complete IUPAC 
projects and related initiatives.
See also www.iupac.org/projectsThe Project Place

CHEMISTRY International    September-October 2007


