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Figure S1. Spin orbital diagram of 16-H". The Fe(1)/left carbon chain/Fe(2)/right carbon
chain/Cp* and dppe percentage contributions are given in brackets. Contour values are +0.04

(e bohr)"2.



_3 —] —
4 — - ¢
< T 2.03 eV
© 5 LUMO a 2.97 eV
— (0/9/41/13/37) (9/19/33/31/8)
>
o
s
L A

SOMO b
(31/34/14 /13 /8)

g " soMOa
(22159 /0 /14 /5)

~HHHH <F -

W

Figure S2. Spin orbital diagram of 17-H". The Fe(1)/left carbon chain/Fe(2)/right carbon
chain/Cp* and dppe percentage contributions are given in brackets. Contour values are +0.04

(e bohr™)""2.



