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104 M. Bühl, W. Thiel, H. Jiao, P. v. R. Schleyer, M. Saunders, and F. A. L. Anet, J. Am. Chem. Soc. 116, 6005-6006 (1994).
Helium and Lithium NMR Chemical Shifts of Endohedral Fullerene Compounds: An Ab Initio Study.

105 H. Beckers, H. Bürger, R. Kuna, M. Paplewski, and W. Thiel, J. Chem. Phys. 101, 5585-5595 (1994).
Ab Initio Calculations on Monohalogenophosphanes PH2X (X ) F, Cl, Br, I), and Experimental Detection and Characterization
of PH2F and PH2Cl by High Resolution Infrared Spectroscopy.

106 W. Thiel, Chimia 48, 447-448 (1994).
Recent Theoretical Fullerene Research.
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pp 203-214.
QM/MM Methodology: Fundamentals, Scope, and Limitations.

375 D. Wang and W. Thiel, J. Mol. Struct.: THEOCHEM 898, 90-96 (2009).
The Oxyheme Complexes of P450cam: A QM/MM Study.

376 M. C. Daza, M. Doerr, S. Salzmann, C. M. Marian, and W. Thiel, Phys. Chem. Chem. Phys. 11, 1688-1696 (2009).
Photophysics of Phenalenone: Quantum-mechanical Investigation of Singlet-Triplet Intersystem Crossing.

377 Z. Lan, E. Fabiano, and W. Thiel, J. Phys. Chem. B 113, 3548-3555 (2009).
Photoinduced Nonadiabatic Dynamics of Pyrimidine Nucleobases: On-the-fly Surface-Hopping Study with Semiempirical
Methods.

378 S. P. A. Sauer, M. Schreiber, M. R. Silva-Junior, and W. Thiel, J. Chem. Theory Comput. 5, 555-564 (2009).
Benchmarks for Electronically Excited States: A Comparison of Noniterative and Iterative Triples Corrections in Linear
Response Coupled Cluster Methods: CCSDR(3) versus CC3.

379 K. R. Geethalakshmi, M. P. Waller, W. Thiel, and M. Bühl, J. Phys. Chem. B 113, 4456-4465 (2009).
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390 S. Flügge, A. Anoop, R. Goddard, W. Thiel, and A. Fürstner, Chem.sEur. J. 15, 8558-8565 (2009).
Synthesis, Structure and Bonding in Neutral and Cationic 14-Electron Gold-Alkyne π-Complexes.
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