










(a) Crystal structure of Tf2N−⊂2. Tf2N− shown in space-filling 
mode: N, blue; S, yellow; O, red; C, gray; F, pale green. Disorder, 
unbound counterions, and solvent of crystallization are omitted for 
clarity. Attempts to obtain single crystals suitable for X-ray 
diffraction of an analog of cage 2 with Zn(II) instead of Fe(II) were 
unsuccessful.  





b) MM2-optimized molecular model of trans-1, based on the 
structure of 2. 


























