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Table S1. Coordinates of the Os3(CO)i2 cluster optimized with Non Relativistic (NR), Scalar
Relativistic (SR) and Spin-Orbit (SO) approximations at TPSSh+D4(EEQ)/TZ2P level of theory.
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Figure S1. ELF basins for Os3CO12 clusters with D3 (top) and D3n (bottom) symmetries.
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Figure S2. Critical points between V(0Os,0s) and V(V(Os,0Os)3) basins.




