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Figure S1. HOMO/LUMO MOs representations for DWNT-C-dop-IW-Fe, DWNT-C-dop-IW-N, DWNT-C-dop-OW-Cu-IW-Cu, DWNT-C-dop-OW-O-IW-O, DWNT-C-dop-OW-O-IW-Fe and DWNT-C-dop-IW-O (a-l). 
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Figure S2. The partial density of states of DWNT-C-dop-IW-O, DWNT-C-dop-OW-Cu-IW-Cu, DWNT-C-dop-OW-O-IW-Fe, and  DWNT-BN-C (a-d). HOMO/LUMO MOs representations for DWNT-C-dop-OW-O, DWNT-C-dop-IW-B, DWNT-C-dop-IW-Co, and DWNT-C-dop-IW-Cu (e-l).
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Figure S3 The partial density of states of DWNT-C-dop-OW-Co, DWNT-C-dop-OW-Cu, DWNT-C-dop-OW-Fe, DWNT-C-dop-IW-B, DWNT-C-dop-IW-Co, DWNT-C-dop-IW-Cu, DWNT-C-dop-IW-Fe, DWNT-C-dop-IW-N (a-h). 
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