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54 S. Schröder and W. Thiel, J. Mol. Struct. 138, 141-150 (1986).
Comparison of Semiempirical and Ab Initio Transition States for Organic Reactions.
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321 T. Tuttle, D. Wang, W. Thiel, J. Köhler, M. Hofmann, and J. Weis, Organometallics 25, 4504-4513 (2006).
Mechanism of Olefin Hydrosilylation Catalyzed by RuCl2(CO)2(PPh3)2: A DFT Study.

322 T. Tuttle, E. Keinan, and W. Thiel, J. Phys. Chem. B 110, 19685-19695 (2006).
Understanding the Enzymatic Activity of 4-Oxalocrotonate Tautomerase and its Mutant Analogs: A Computational Study.

323 J. Zheng, D. Wang, W. Thiel, and S. Shaik, J. Am. Chem. Soc. 128, 13204-13215 (2006).
QM/MM Study of Mechanisms for Compound I Formation in the Catalytic Cycle of Cytochrome P450cam.

324 M. Graf, K. Angermund, G. Fink, W. Thiel, and V. R. Jensen, J. Organomet. Chem. 691, 4367-4378 (2006).
Site Epimerization in ansa-Zirconocene Polymerization Catalysts.

325 F. Claeyssens, J. N. Harvey, F. R. Manby, R. A. Mata, A. J. Mulholland, K. E. Ranaghan, M. Schütz, S. Thiel, W. Thiel and
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