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Fig. S1 Top view and side view of phenol. (a, b) 2, 4-tert-butylphenol; (c, d) 2, 6-tert-butylphenol (The number represents the chemical bond length, and the unit is Å).
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Fig. S2 Front molecular orbitals of reactants, red represents the positive phase (+) of the wave function, green represents the negative phase (−) of the wave function. (a, b) LOMO of 2, 4-di-tert-butylphenol and 2, 6-di-tert-butylphenol; (c) HUMO of CO2.
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Fig. S3 The reaction path and energy evolution of 2, 4-di-tert-butylphenol oxygen anion reaction based on the analysis of intrinsic reaction coordinate (IRC).
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Fig. S4 The reaction path and energy evolution of 2, 6-di-tert-butylphenol oxygen anion reaction based on the IRC analysis (about TS1).
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[bookmark: _GoBack]Fig. S5 The reaction path and energy evolution of 2, 6-di-tert-butylphenol oxygen anion reaction based on the IRC analysis (about TS2).
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