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Table 1. Principal values of g-tensor.

NO(calc) NO@1(exp) NO@]1(calc)
ax 0.0669 1.42 1.515
S 0.0669 1.42 1.515
8z 0.00344 0.59 0.723

Fig. 1. (a) Molecular structures and (b) heat capacities of 1 and NO@]1.
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Fig. 2. (a) Active orbitals and their energy levels of NO and NO@1. (b) Quenching of the orbital

angular momentum by the encapsulation.



