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ESI 1: The Figures mentioned in the text.
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Fig. S1. The CCSD(T)/aug-cc-pVTZ optimized structures and relative energies (in A, relative to 2a) of higher
lying isomers of CN3;Bes" (within 50 kcal/mol).
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Fig. S2. The CCSD(T)/aug-cc-pVTZ optimized structures and relative energies (in A, relative to 3a) of higher
lying isomers of COsLi;" (within 100 kcal/mol).
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Fig. S3. The three occupied © MOs of 1a-3a. Note the greater ionic character of the 3a set.

ESI 2: The Scheme describing the designing idea of this work.
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Scheme 1. Two ways to design the new speices with phC. *: Dy, CN;Lis” is studied at B3LYP/cc-pVTZ level.
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ESI 3: The Cartesian coordinates of CCSD(T)/aug-cc-pVTZ optimized structures (in

Cartesian coordinates) of species

mentioned

in the

text and ESL

CCSD(T)/aug-cc-pVTZ energies are given in the notation lines of .xyz format.
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ESI 4: The full form of references 17 and 18.
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