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Calculated geometrical parameters for 1 [Pn*Fe,(CO)s].

Parameter Distance /A
Fe-Fe 2.64

Fe2-Cy; 2.275,2.324
Fel-Cy; 2.260, 2.268
Fe2-C, 2.078, 2.087
Fel-C, 2.088, 2.089
Fe2-Cg 2.022
Fel-Cg 2.031
Fe2-COr 1.903
FGI-CO(br) 1.927

Optimised structure of 1.




Cartesian coordinates for 1. 26 =Fe 6=C,8=0,1=H
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Calculated and experimental geometrical parameters for 2 [cis-Pn*Co,(CO)4] in Cy,

symmetry.

Parameter Calculated Experimental
Col-Co2 2.64 2.675
Col-Cy 2.25 2.28712.275
Col-C, 2.04 2.070/2.082
Col-Cp 1.99 2.039
Co1-Cco) 1.71 1.744/1.752
Co2-Cy, 2.25 2.276/2.295
Co2-C, 2.04 2.070/2.082
Co2-Cp 1.99 2.033
C02-Cco) 1.71 1.750/1.745

Optimised structure of 2.




Cartesian coordinates for 2. 27=Co0,6=C,8=01=H
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Calculated geometrical parameters for trans-Pn*Co,(CQO)4 in Cy;, symmetry.

Parameter Calculated
Col-Co2 4.04
Col-Cy; 2.14
Col-C, 2.03
Col-Cg 2.03
COI-C(CO) 1.71

Optimised structure of trans-Pn*Co,(CQO),.




Cartesian coordinates for trans-Pn*Co0,(C0)4. 27 =Co0,6=C,8=01=H
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Calculated geometrical parameters for cis- Pn*Fe;(CO)s,
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Parameter Calculated
Fel-Fe2 2.78

Fel-Cy, 2.38 and 2.39
Fel-C, 2.14 and 2.15
Fel-Cg 2.07
Fel-Cco) 1.75 and 1.76
Fel—C(u_co) 1.71



Optimised structure of cis-PnFe(CO)s.

Cartesian coordinates for cis-PnFe,;(CO)s. 27=Co0,6=C,8=01=H
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