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Preface

The present report will contain a cumulative record of papers, published by the Finnish Centre of
Excellence in Computational Molecular Science (’CMS’). During the first year of operation (2007), all
papers of the participant groups are included.
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[57] Jusélius J. and Sundholm D. (2007). Parallel Implementation of a Direct Method for Calculating
Electrostatic Potentials. J. Chem. Phys., 75, 094101.

[58] Send R. and Sundholm D. (2007). The Role of the β-Ionone Ring in the Photochemical Reaction
of Rhodopsin. J. Phys. Chem. A, 111, 27–33.

[59] Wang X.F., Andrews L., Riedel S. and Kaupp M. (2007). Mercury is a transition metal: The first
experimental evidence for HgF4. Angew. Chem. Int. Ed., 46, 8371–8375.

[60] Troegel D., Burschka C., Riedel S., Kaupp M. and Tacke R. (2007). Unusual silicon coordination
polyhedra: Non-VSEPR structures of Zwitterionic λ5-Si Silicon(IV) complexes with an SiS2N2C
or SiS2O2C skeleton. Angew. Chem. Int. Ed., 46, 7001–7005.

[61] Himmel D. and Riedel S. (2007). After 20 years, theoretical evidence that ”AuF7” is actually
AuF5 · F2. Inorg. Chem., 46, 5338–5342.

[62] Riedel S., Renz M. and Kaupp M. (2007). High-valent technetium fluorides. Does TcF7 exist?
Inorg. Chem., 46, 5734–5738.

[63] Riedel S. (2007). Platinum fluorides beyond PtF6. J. Fluor. Chem., 128, 938–942.

[64] A Eskola V.L. and Timonen R. (2007). Kinetics of the reactions of C2H5, n-C3H7, and n-C4H9

radicals at the temperature range 190 – 360 K. International Journal of Chemical Kinetics, 39,
614–619.
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