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Scheme 1. Synthesis of H,O@2
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Figure 1. X-ray structure of H,O@2. Aryl groups, solvent
molecules, and hydrogen atoms are omitted for clarity.
Thermal elipsoides are set in 50% probability.
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Figure 2. Optimized structures of H,O@2 (B3LYP-D3
and M06-2X) and electrostatic potential map of 2 (MP2).
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