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Supporting Information

Optimized geometries for the three complexes [Cp,ThMCp(CO),]" M= Fe, Ru, Os

-Level of Theory ZORA/BP86/TZ2P

[CpThFeCp(CO),|*

Fe -2.022305000  0.239785000  0.000000000
C  -3.131484000 -1.146368000 -1.149379000
C  -3.900901000 -0.808389000  0.000000000
C  -3.131484000 -1.146368000  1.149379000
C  -1.902051000 -1.763073000  0.714404000
C  -1.902051000 -1.763073000 -0.714404000
H  -3.423626000 -0.996205000 -2.182284000
H  -4.875976000 -0.336523000  0.000000000
H  -3.423626000 -0.996205000  2.182284000
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