
Modelling Studies Of 
Molecular Receptors

aDept. of Medicinal Chemistry, Victorian College of 
Pharmacy, Monash University (Parkville), 381 Royal Parade, 

Parkville, 3052, Victoria.
http://synapse.vcp.monash.edu.au

bCentre for Drug Design and Development,
 University of Queensland, 4072, Queensland

David K. Chalmers,A Martin J. Stoermera And David P. Fairlieb

O

OO O
R

R

R

R

(2)

OH OO
OH

R

R

R

R

(1)

Cavitands such as (1) and (2) represent small rigid hydrophobic clefts that incorporate 
polar functional groups within a framework suitable for the study of host-guest chemistry.  
We have previously1,2 established the chemistry to synthesise several such systems and 
obtained crystal structures of many of these. 

Initially we examined the host-guest chemistry of these molecules in solution by NMR but 
we were unable to definitively observe host guest interactions, presumably due to the weak 
nature of the hydrogen bonding in these systems.
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