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Tablel.Total electronic energy E (a.u.) for (Pt);,.

Basis set Method E AE* Rel%”
MIDI NR-CNV —207385.49829197
NR-ELG —207385.49829198  —1.0E—08
REL-CNV  —216864.40616009 4.57
REL-ELG  —216864.40615996 1.3E—07 4.57
MINI NR-CNV —207385.49829197
NR-ELG —207385.49829198  —1.0E—08
REL-CNV  —216864.40616009 4.57

REL-ELG  —216864.40615996 1.3E—07 4.57

* AE = Elongation E— Conventional E.

® Rel% = Percentage of relativistic correction.
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