
HAL Id: hal-00171330
https://hal.science/hal-00171330

Submitted on 10 Jun 2021

HAL is a multi-disciplinary open access
archive for the deposit and dissemination of sci-
entific research documents, whether they are pub-
lished or not. The documents may come from
teaching and research institutions in France or
abroad, or from public or private research centers.

L’archive ouverte pluridisciplinaire HAL, est
destinée au dépôt et à la diffusion de documents
scientifiques de niveau recherche, publiés ou non,
émanant des établissements d’enseignement et de
recherche français ou étrangers, des laboratoires
publics ou privés.

Full Dimensional (15D) Quantum-Dynamical Simulation
of the Protonated Water-Dimer I: Hamiltonian Setup

and Analysis of the Ground Vibrational State.
Oriol Vendrell, Fabien Gatti, D. Lauvergnat, H.-D. Meyer

To cite this version:
Oriol Vendrell, Fabien Gatti, D. Lauvergnat, H.-D. Meyer. Full Dimensional (15D) Quantum-
Dynamical Simulation of the Protonated Water-Dimer I: Hamiltonian Setup and Analysis of
the Ground Vibrational State.. Journal of Chemical Physics, 2007, 127 (18), pp.184302.
�10.1063/1.2787588�. �hal-00171330�

https://hal.science/hal-00171330
https://hal.archives-ouvertes.fr





























































































	Page 1
	Page 2
	Page 3
	Page 4
	Page 5
	Page 6
	Page 7
	Page 8
	Page 9
	Page 10
	Page 11
	Page 12
	Page 13
	Page 14
	Page 15
	Page 16
	Page 17
	Page 18
	Page 19
	Page 20
	Page 21
	Page 22
	Page 23
	Page 24
	Page 25
	Page 26
	Page 27
	Page 28
	Page 29
	Page 30
	Page 31
	Page 32
	Page 33
	Page 34
	Page 35
	Page 36
	Page 37
	Page 38
	Page 39
	Page 40
	Page 41
	Page 42
	Page 43
	Page 44
	Page 45
	Page 46

