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 S6: Gaussian Basis Sets Employed

atom
type
nr
basis orbitals
contractions

N
AEa
I
(11s5p3d1f)/(4s3p3d1f)
(6311/311/111/1)

S
AE
I
(13s9p3d1f)/(6s5p3d1f)
(631111/42111/111/1)


a All-electron basis set.

