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Vid.S1. Graphics interchange format video of the isomerization process.
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Fig. S1 The orbital set used to construct the active space in CASSCF (8,6) method along with the
percentages of leading configurations in wavefunctions.
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Fig. S2 Variation of hardness, electrophilicity, relative energy and chemical potential along the
isomerization path from linear to short-bond via TSI.
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Fig. S3 Variation of hardness, electrophilicity, relative energy and chemical potential along the
isomerization path from linear to long-bond via TS2.



