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e Cartesian coordinates for the optimised geometries of 1-5:

[(n*-CsHs)Cr(CO);H] (1):

24 -0.144818000 0.061960000 0.000000000
6 -0.928375000 -2.044058000 0.000000000
6 -0.116089000 -1.854691000 1.149057000
6 1.199759000 -1.545423000 0.713301000
6 1.199759000 -1.545423000 -0.713301000
6 -0.116089000 -1.854691000 -1.149057000
1 -1.979325000 -2.287761000 0.000000000
1 -0.442379000 -1.936214000 2.174547000
1 2.050848000 -1.360920000 1.350325000
1 .050848000 .360920000 -1.350325000
1 .442379000 .936214000 -2.174547000
6 .745206000 .963650000 1.501428000
6 .226734000 .328568000 0.000000000
6 .745206000 .963650000 -1.501428000
8 .159257000 .483512000 2.438875000
8 .077995000 .097960000 0.000000000
8 .159257000 .483512000 -2.438875000
1 .689553000 .405615000 0.000000000
[(m°-CsHs)Mo(CO);H] (2):
42 .142565000 .054232000 0.000000000
6 .939599000 .224010000 0.000000000
6 .123469000 .050924000 1.150978000
6 .199736000 .768717000 0.715244000
6 .199736000 .768717000 -0.715244000
6 .123469000 .050924000 -1.150978000
1 .993125000 .458114000 0.000000000
1 .449952000 .138221000 2.176208000
1 .058801000 .622558000 1.352007000
1 .058801000 .622558000 -1.352007000
1 .449952000 .138221000 -2.176208000
6 .722931000 .116143000 1.587634000
6 .326946000 .426602000 0.000000000
6 .722931000 .116143000 -1.587634000
8 .084547000 .676888000 2.522721000
8 .169766000 .206431000 0.000000000
8 .084547000 .676888000 -2.522721000
1 .806349000 .446686000 0.000000000

PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY



Electronic Supplementary Information for Dalton Transactions

This journal is © The Royal Society of Chemistry 2009

[(n*-CsHs)W(CO);H] (3):
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[(°-CsHs)Mn(CO);] (4):
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.000000000
.000000000
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.917265000
.414039000
.316389000
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[(m°-CsHs)Re(CO);] (5):

75 -0.060065000 0.000388000 0.000325000
6 1.936534000 -1.221693000 0.092875000
6 1.938305000 -0.289090000 1.177581000
6 1.943866000 1.024619000 0.640991000
6 1.944269000 0.916710000 -0.789668000
6 1.937597000 -0.465775000 -1.118170000
1 1.965437000 -2.296574000 0.175004000
1 1.945536000 -0.542489000 2.226762000
1 1.966627000 1.942320000 1.207918000
1 1.973083000 1.736648000 -1.490017000
1 1.943035000 -0.875666000 -2.116808000
6 -1.171078000 -0.767757000 1.365823000
6 -1.154047000 1.578815000 -0.018471000
6 -1.168807000 -0.797645000 -1.349852000
8 -1.783346000 -1.248126000 2.216842000
8 -1.754358000 2.563440000 -0.029947000
8 -1.778384000 -1.298115000 -2.191133000
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e Geometrical parameters for CpMn(CO); (4) (distances in A; angles in deg)

1.816

CECUREREERREEE

123.37

Unit: Distance [A]  Unit: Angle [deg]
Mnl-C6 1.801 X-Mnl1-C6 123.4
Mnl-C7 1.801 X-Mnl1-C7 123.2
Mnl-C8 1.801 X-Mnl1-C8 123.5
Mnl-X 1.816 C6-~Mnl1-C7 92.9
C6-01 1.148 C6—Mnl1-C8 92.4
C7-02 1.148 C7-Mnl1-C8 92.7
C8-03 1.148 C6—Mnl1-X-C8 -120.3
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e Geometrical parameters for CpRe(CO); (5) (distances in A; angles in deg)

Unit: Distance [A]  Unit: Angle [deg]
Rel-C6 1.921 X-Rel-C6 125.2
Rel-C7 1.921 X-Rel-C7 124.9
Rel-C8 1.921 X-Rel-C8 125.2
Rel-X 2.000 C6—Rel-C7 90.4
C6-01 1.153 C6—Rel-C8 90.0
C7-02 1.153 C7-Rel-C8 90.3
C8-03 1.153 C6—Rel-X-C8 119.8
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Selected vibrational modes for CpCr(CO);H (1), CpMo(CO);H (2), and

CpW(CO);H (3), showing the concerted movement of the MH and M(CO), moieties

1 (@446 cm-")

2 (@526 cm)

3 (@530 cm)
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