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1. The optimized structures of different states in pathway B, C, E and

F

Table S1. The optimized structures of different states in pathway B and C.
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Table S2. The optimized structures of different states in pathway E and F.
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2. The IRC analysis results.
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Fig. S1. The IRC analysis result of TS1-A
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Fig. S2. The IRC analysis result of TS2-A
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Fig. S3. The IRC analysis result of TS1-D
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Fig. S4. The IRC analysis result of TS2-D
3. The adsorbing potential energy curve.
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Fig. S5. The adsorbing potential energy curve of NCNT(4,4)-8.0...0.
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