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Fig. 1 "H NMR (300 MHz, in CD3CN) of H,@Cgo".

(2.0 for outer hexagon)

Fig. 2 NICS patterns of Cgy>~ calculated at the B3LYP/6-
31G(d) level of theory: pink-colored regions are for
diamagnetic ring currents and blue for paramagnetic ring
currents. (NICS values of neutral Cg: —2.4 ppm for 6-
MRs and 11.8 ppm for 5-MRs.)
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(Py = 2-pyridyl)
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Reagents and conditions: (a) MCPBA, CS,, t, 10
h, 66%. (b) Visible light, benzene, 40 °C, 5 h, 86%.
(c) TiCly, Zn, ODCB/THEF, 80 °C, 40 min, 61%.
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Scheme 3

H,@C7 + O —
Q 1,2-Cl,CqD, \

O K2
(H22@C7p + O [E—
Q 1,2-Cl,CgD, \

(H2)@7

Table 1. Equilibrium Constants K, and K, and
Free Energy Differences AG; and AG, for
Addition of DMA to H2@C70 and (Hz)z@C7o in
1,2-Cl,CgDy4

T(°C) 30 40 50

Ky (M) 364 177  88.4
AGy (kcalmol™) 3855 322 -2.88
Kz (M) 296 143 747

AG, (kcalmol™)  _343 _3.09 -2.77
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