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Fig. S1 Frontier molecular orbitals of complex 1
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Cartesian coordinates of the optimized complex 1
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Table S2 Cartesian coordinates of the optimized complex 4
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Table S3 Topological properties at the BCP of Ru-C bond

Ru-C bond Phb V2p, Vo Gy -Gy /Wy Hy,

Rul-C2 0.085 0.264 -0.104 0.085 0.817 -0.019
Ru3-Cé6 0.057 0.226 -0.064 0.060 0.938 -0.004
Ru3-C7 0.062 0.243 -0.072 0.066 0.917 -0.006
Ru3-C8 0.060 0.241 -0.070 0.065 0.928 -0.005
Ru3-C9 0.056 0.219 -0.062 0.059 0.952 -0.003




