
Experimental and Computational NMR Strategies to Identify Constrained Conformers of 

Modified Calix[4]arenes
Jacqueline Medina, Lawrence Garcia, Ryan P. Madigan, Frank W. Foss
Department of Chemistry and Biochemistry, The University of Texas at Arlington, Arlington, TX

We want to thank our collaborators Dr. Thranh 
Vuong for the computational studies, Dr. Benjamin 
Jones and the NEXT collaboration. We also want to 
thank the NSF Welch Foundation for funding 

~Utilized NMR and computational methods to 
determine cone conformation

~Calixarene 
derived from 
p-hydrocarbyl 
phenols

~Applications 
include enzyme 
mimetics, ion 
sensitive 
electrodes, drug 
delivery and Ion 
binding

~Conformationally 
dynamic

Nuclear Overhauser Effect Spectroscopy 

(NOESY) of Bridged Calixarene

~Arrows correlate to labeled cross peaks showing 

proton interactions through space

~Although promising, this data is inconclusive and 

requires more studies to determine conformations

Cone

Partial cone

1,3 alternate

~Conformer and ensemble sampling 

tool(CREST) was utilized for predictive NMR

~Results point overwhelmingly towards cone.

~Computational 

chemical shift 

values were 

compared to 

experimental values 

and corrected mean 

average was 

graphed and 

compared.
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~Rotating frame 

Overhauser 

affect 

spectroscopy 

(ROESY) was 

performed in 

order to 

calculate proton 

distance through 

space

~These were 

compared to 

computationally 

derived 

distances
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