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aHE = Elongation E – Conventional E.
b Percentage of relativistic correction.
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Table 1. Total electronic energy E (a.u.) for some model systems.
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Table 2. Polarizabilities (a.u.) for

some model systems.

0806.2 REL-ELG

0806.2 REL-CNV

0801.2 NR-ELG

0801.2 NR-CNV(Br
2
)

12

457.9 339.8 REL-ELG

456.7 339.8 REL-CNV

453.0 339.1 NR-ELG

449.5 339.1 NR-CNV(H
2
Se)

12

0150.1 REL-ELG

0150.1 REL-CNV

0150.2 NR-ELG

0150.2 NR-CNV(Kr)
12

MethodModel

Table 2. Polarizabilities (a.u.) for

some model systems.


