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ADF Amsterdam Density Functional
DFT Density Functional Theory
GGA Generalized Gradient Approximation
LSDA Local Spin Density Approximation
HOMO Highest Occupied Molecular Orbital
LUMO Lowest Unoccupied Molecular Orbital
v Elongation
c déformation
IR Infra-Rouge
GGA approximation du gradient généralisé L ligand
LDA Local Density Approximation

Ligand




