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IUPAC draft for public comment 
Glossary of Terms in Computational Drug Design 
Computational drug design is a rapidly growing field which is now an important component in the discipline of medicinal chemistry. 
At the same time many medicinal chemists lack significant formal training in this field and may not have a clear understanding 
of some of the terminology used; however they need to grasp concepts, follow research results, define problems, and utilize the 
findings. In this context IUPAC felt it would be useful to develop a glossary of terms used in computational drug design for easy 
reference purposes. Accordingly a working party of seven experts in the field have constructed a glossary of some 108 terms. Concise 
but explanatory definitions have been formulated based on a variety of literature sources and selected key references provided. 

Copies of the text may be obtained from Dr Alan McNaught, The Royal Society of Chemistry, Thomas Graham House, Science 
Park, Milton Road, Cambridge CB4 4WF. IUPAC would welcome comments (by 31 May 1996) before preparation of a final draft 
for publication in Pure Appl. Chern. 


