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ni a
Catalyst (kg-PEmmH:at.h) (>'<V1h</)-4)
1P <0.01 -
2° 1.4 (oil)°
4 3.3 50.5
5 6.5 3.0
6 550 0.9
Cp,ZrCl, 27 104.0

Polymerization conditions; Cocat MAO; 1.25mmol, 25 °C, 5min, latm, Toluene 250ml.
[n]=6.2X10"*Mv°”". bpolymarization time; 30min. “Mn=280; determined by GPC
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2 Relative Formation Energies of Complex 6 Isomers:

Based on Isomer (A)
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(2) DFT calculation (b) X-ray analysis
Selected bond distance (A) (@) (b)
Zr-0 2.021 1.985
Zr-N 2.340 2.355
Zr-Cl 2.497 2.423
Selected bond angles (degree)
0O-Zr-0 168.6 165.5
N-Zr-N 77.0 74.0
Cl-zr-Cl 103.2 100.4
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X5 The stabilization energies (AEg) as a result of -agostic

interaction.
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