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Figure S1. Optimised structures of the isomers of compounds 2-4.
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Figure S2. Optimised structures of compounds 3s and 3d.
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Figure S3. Optimised structures of compounds 4s and 4d.
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Table S1. Selected structural data of optimised compounds 2s-4s and 2d-4d.

Bond distances (A)

2s 2d 3s 3d 4s 4d

and angles (deg)

2.414 2.413 2.415
Ta-Cl 2.445 2.445 2.436

2.417 2.420 2.418
Ta-Cl (trans to C) 2.462 2.406 2.454 2.406 2.449 2.404
Ta-C 2.233 2.207 2.237 2.214 2.242 2.218
Ta-N 2.574 - 2.597 - 2.642 -
Ta-Cp* 2.192 2.148 2.207 2.148 2.251 2.186
Cl-Ta-Cl (trans) 157.0 148.0 157.3 145.5 154.7 147.0
Cl-Ta-C (trans) 149.9 138.5 148.5 138.3 146.5 134.3
N-Ta-Cp 177.4 - 177.8 - 174.4 -

“Cp is the centroid of cyclopentadienyl ring.




Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2011

Table S2. Coordinates of the calculated compounds.

2

c 2.728300 -1.395400 -0.513100
H 3.615800 -0.812800 -0.709200
c 2.260000 -1.794900 0.764900
H 2.731200 -1.575100 1.711100
c 1.026500 -2.476700 0.587200
H 0.417900 -2.877800 1.382700
c 0.723000 -2.480300 -0.801400
H -0.150400 -2.904300 -1.271400
c 1.786300 -1.824400 -1.476600
H 1.838400 -1.638900 -2.537200
c -0.077900 3.253700 -0.445800
H 0.738500 3.567500 0.200500
H -0.818300 4.061500 -0.516500
H 0.315000 3.030400 -1.435300
c -1.144500 2.401800 1.514100
H -0.259200 2.549100 2.130300
H -1.746900 1.605000 1.944700
H -1.731600 3.329500 1.484200
c -1.966900 1.768700 -0.665300
H -2.712400 2.548900 -0.458200
H -1.699800 1.837400 -1.722700
c -3.877100 0.181500 -0.367100
H -4.548500 1.009800 -0.582300
c -2.495600 0.400900 -0.354000
c -1.572000 -0.636300 -0.077900
c -2.144500 -1.895500 0.208700
H -1.517700 -2.739900 0.471500
c -3.520100 -2.123100 0.198400
H -3.903700 -3.112900 0.431000
c -4.398000 -1.081700 -0.100000
H -5.471500 -1.247000 -0.109400
cl 0.248700 -0.147500 2.418000
cl 2.366400 1.525400 0.426700
Ccl 0.437800 0.635800 -2.340000
N -0.732900 2.043900 0.128200
Ta 0.605100 -0.122800 -0.009900
3

Ta 0.130800 -0.024500 0.147300
Ccl -0.002900 0.655500 -2.205900
cl 0.869600 -0.025700 2.496400
Cl -1.246100 1.888900 0.819700
Si -3.926100 -0.226800 -0.295300
c -2.229700 -1.058100 -0.031500
c -1.615700 -1.425600 1.205900
H -1.940500 -1.109100 2.186800
c -0.486800 -2.249900 0.949600
H 0.166400 -2.665500 1.701000
c -0.356800 -2.374900 -0.459400
H 0.400400 -2.923200 -0.997200
c -1.421500 -1.646100 -1.047500
H -1.575200 -1.536800 -2.110200
c -5.055000 -1.642700 -0.860800
H -4.712600 -2.084600 -1.802900
H -6.075100 -1.274700 -1.020900
H -5.104600 -2.443500 -0.115300
c -4.557100 0.452000 1.345500
H -3.900900 1.235100 1.733100
H -4.635200 -0.337300 2.101500
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