
SpinSystem
sites: Site[0..*] = [] {ordered}
couplings: Coupling[0..*] = [] {unique}
abundance: Float[0..1] = 100

Site
isotope: String[1]
isotropic_chemical_shift: Float[0..1] = 0 ppm
shielding_antisymmetric: AntiSymmetricTensor[0..1] = Null
shielding_symmetric: SymmetricTensor[0..1] = Null
quadrupole: SymmetricTensor[0..1] = Null

Coupling
site_index: Integer[2] {unique}
isotropic_j: Float[0..1] = 0
j_antisymmetric: AntiSymmetricTensor[0..1] =Null
j_symmetric: SymmetricTensor[0..1] = Null
dipolar: SymmetricTensor[0..1] = Null

couplings

SymmetricTensor
zeta: Float[0..1] = Null
Cq: Float[0..1] = Null
D: Float[0..1]= Null
eta: Float[1] = Null
alpha: Float[0..1] = Null
beta: Float[0..1] = Null
gamma: Float[0..1] = Null

AntiSymmetricTensor
zeta: Float[0..1] = Null
alpha: Float[0..1] = Null
beta: Float[0..1] = Null
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