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bands of allene beyond the linear coupling scheme: An ab initio dynamical study including all fifteen
vibrational modes. J. Phys. Chem. A, 105:5567–5576, 2001.

[60] G.A. Worth and L.S. Cederbaum. Mediation of ultrafast electron transfer in biological systems by conical
intersections. Chem. Phys. Lett., 338:219–223, 2001.

[61] G.A. Worth. Quantum dynamics using pseudo-particle trajectories: A new approach based on the
multiconfiguration time-dependent Hartree (MCTDH) method. J. Chem. Phys., 114:1524–1533, 2001.

[62] G.A. Worth. Accurate wavepacket propagation for large molecular systems: The multiconfiguration
time-dependent Hartree (MCTDH) method with selected configurations. J. Chem. Phys., 112:8322–
8329, 2000.

[63] A. Raab, G.A. Worth, H.-D. Meyer, and L.S. Cederbaum. Molecular dynamics of pyrazine after excita-
tion to the S2 electronic state using a realistic 24-mode model Hamiltonian. J. Chem. Phys., 110:936–946,
1999.

[64] G.A. Worth, H.-D. Meyer, and L.S. Cederbaum. State filtering by a bath: Exact wavepacket dynamics
treating 24 degrees of freedom. Chem. Phys. Lett., 299:451–456, 1999.

[65] G.A. Worth, H.-D. Meyer, and L.S. Cederbaum. Relaxation of a system with a conical intersection
coupled to a bath: A benchmark 24-dimensional wavepacket study treating the environment explicitely.
J. Chem. Phys., 109:3518–3529, 1998.

4



[66] G.A. Worth, F. Nardi, and R.C. Wade. The use of multiple molecular dynamics trajectories to study
complex systems in solution: The YTGP peptide. J. Phys. Chem. B, 102:6260–6272, 1998.

[67] H.-D. Meyer, G.A. Worth, and J.Y. Fang. Comment on: Generalization of the multiconfigurational time-
dependent Hartree method to non-adiabatic systems. [J. Chem. Phys. 105, 9191 (1996)]. J. Chem. Phys.,
109:349–350, 1998.

[68] F. Nardi, G.A. Worth, and R.C. Wade. Local interactions of aromatic residues in short peptides in
aqueous solution: A combined database and energetic analysis. Folding and Design, 2:62–68, 1997.

[69] G.A. Worth, C. Lecuyer, and R.C. Wade. TRAJAN: A tool for analyzing trajectories from molecular
simulations. J. Mol. Graph., 14:173–182, 1996.

[70] G.A. Worth, H.-D. Meyer, and L.S. Cederbaum. The effect of a model environment on the S2 ab-
sorption spectrum of pyrazine: A dynamic ab initio study explicitely treating all 24 vibrational modes.
J. Chem. Phys., 105:4412–4426, 1996.

[71] G.A. Worth and R.C. Wade. The aromatic - (i+2) amine interaction in peptides. J. Phys. Chem.,
99:17473–17482, 1995.

[72] G.A. Worth, C. Edge, and W.G. Richards. Molecular dynamics of the Ha-ras protein: Nucleotide
atom-centred charges within the amber force field. J. Mol. Mod., 1:115–134, 1995.

[73] G.A. Worth, C. Edge, and W.G. Richards. Calculation of the tautomer ratio of histamine in aqueous
solution using free energy perturbation methods: An in depth study. J. Am. Chem. Soc., 116:239–250,
1994.

[74] P.M. King, C.A. Reynolds, J.W. Essex, G.A. Worth, and W.G. Richards. Free energy calculations of
pharmaceutically important properties. Mol. Sim., 5:265–275, 1990.

[75] G.A. Worth, P.M. King, and W.G. Richards. Histamine tautomerism and its mode of action. BBA,
1036:158–161, 1990.

[76] G.A. Worth, P.M. King, and W.G. Richards. Theoretical calculation of tautomer equilibrium in solution:
4-(5-)methylimidazole. BBA, 993:134–136, 1989.

Review Articles and Book Chapters

[1] G. W. Richings, I. Polyak, K. E. Spinlove, G. A. Worth, I. Burghardt, and B. Lasorne. Quantum
dynamics simulations using gaussian wavepackets: The vMCG method. Int. Rev. Phys. Chem., 34:269–
308, 2015. DOI: 10.1080/0144235X.2015.1051354.

[2] B. Lasorne, G. A. Worth, and M. A. Robb. Non-adiabatic photochemistry: Ultrafast electronic state
transitions and nuclear wavepacket coherence. In F. Gatti, editor, Molecular Quantum Dynamics, pages
181–211. Springer, Heidelberg, Germany, 2014. DOI: 10.1007/978-3-642-45290-1.

[3] G. A. Worth and G. W. Richings. Optimal control by computer. In Ann. Rep. Prog. Chem., Sect. C.,
volume 109, pages 113 – 139. RSC, Cambridge, UK, 2013. DOI: 10.1039/c3pc90003g.

[4] B. Lasorne, G. A. Worth, and M. A. Robb. Excited-state dynamics. In P. R. Schreiner, W. D. Allen,
M. Orozco, W. Thiel, and P. Willett, editors, Wiley Interdisciplinary Reviews: Computational Molecular
Science, volume 1, pages 460–475. John Wiley, New York, 2011.

[5] G. A. Worth and C. Sanz Sanz. Guiding the time-evolution of a molecule: Optical control by computer.
PCCP, 12:15570 – 15579, 2010. DOI: 10.1039/c0cp01740j.

[6] L. Blancafort, B. Lasorne, M. J. Bearpark, G. A. Worth, and M. A. Robb. Second-order analysis of conical
intersections: Applications to photochemistry and photophysics of organic molecules. In H Köppel, D. R.
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