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135 The spin-unrestricted molecular Kohnâ€“Sham solution and the analogue of Koopmansâ€™s theorem for
open-shell molecules. Journal of Chemical Physics, 2004, 120, 8364-8372. 3.0 83

136 Slab versus cluster approach for chemisorption studies. CO on Cu (100). Chemical Physics, 1993, 177,
399-406. 1.9 82

137 A relativistic lcao hartree-fock-slater investigation of the electronic structure of the actinocenes
M(COT)2, M = Th, Pa, U, Np AND Pu. Chemical Physics, 1988, 122, 357-374. 1.9 81

138 The effect of density-gradient corrections for a molecule-surface potential energy surface. Slab
calculations on Cu(100)c(2x2)-CO. Chemical Physics Letters, 1994, 226, 583-588. 2.6 81

139 O2 Evolution in the Fenton Reaction. Chemistry - A European Journal, 2003, 9, 3436-3444. 3.3 81

140 Vibronic coupling and double excitations in linear response time-dependent density functional
calculations: Dipole-allowed states of N2. Journal of Chemical Physics, 2004, 121, 6155-6166. 3.0 80
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