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Quantenchemische Rechnungen (DFT! & Hybrid-DFT?):
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1PBEO, PBEO+D3, B3LYP, TPSSh, B3P86, B3PW91 — cc-pVTZ, TZV2P+f
2B2PLYP — cc-pVTZ
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Ya F|e Fe(C.CL), ~3.7(3) -3.7(3) gestaffelt GED!!
+ Fe(CsHs)(CClg) +2.5 -3.6 ekliptisch DFT

Ci?—x$ ; Fe(C;Hs)(CF)  +1.6(6) -3.7(3) ekliptisch GEDE!

X Fe(CsFs), -3.6 -3.6 ekliptisch DFT
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