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Table S1. Geometry optimized coordinates of CpNi(dmit)® derived by DFT calculations.
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Table S2. Selected Eigenvalues of orbitals of CpNi(dmit)®, calculated using the geometry optimized

coordinates.

Label Occupancy | Eigenvalue (Hartee) | Eigenvalue (eV)
o 1 -0.28594 -7.7808
B 1 -0.28320 -7.7062
o 1 -0.27679 -7.5318
B 1 -0.26040 -7.0858
o 1 -0.25625 -6.9729
B 1 -0.24392 -6.6374
o 1 -0.23872 -6.4959
B 1 -0.22578 -6.1438
o 1 -0.22611 -6.1527
B 1 -0.20655 -5.6205
o 1 -0.19474 -5.2991
B 0 -0.12678 -3.4498
o 0 -0.11884 -3.2338
B 0 -0.10419 -2.8351
o 0 -0.06555 -1.7837
B 0 -0.06387 -1.7380
o 0 -0.02323 -0.63212
B 0 -0.02290 -0.62314
o 0 -0.00800 -0.21769
B 0 -0.00166 -0.04517




