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On the problems of the spin-density approximation for the calculations of the spin-spin
dipolar term of zero-field splitting tensors
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D%/cm™ D%° |D(Exptl.)|
Molecule o 71 1
ROB3LYP  UB3LYP SAC-CI CASSCF(p*#)  CASSCF(I'S%) fem fem
1 +0.2252 +0.4248 +0.3742 +0.4464 +0.4042 +0.0058  0.31798
2-A +0.0790 +0.3518 +0.2722 +0.3211 +0.2294 +0.0088 01704
2-B +0.0848 +0.3487 +0.2602 +0.3216 +0.2325 +0.0063 '
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