
 
Figure S2.  Calculation of molecular area for 1 and 2 based on van der Waals packing.  
The internal molecular coordinates are taken from density functional theory calculations 
of the molecules at the B3LYP/6-31G* level of theory.  The van der Waals radii for 
aromatic hydrogen (1.0 Å) aliphatic hydrogen (1.2 Å) and aromatic carbon (1.77 Å) come 
from Bondi, A. J. Phys. Chem. 1964, 68, 441-451. 


