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Table S2. Coordinates (A) of the optimized structures for Re@Au; Pt and Ta@Au, Hg.



Table S1. Atomic orbital analysis of the superatomic shells.

Shell

1d

Is

W@Au1 2 Re@Au1 1Pt Ta@Au1 1Hg

5d-Au 32.0% 5d-Au 21.0% 5d-Au 19.3%
6s-Au 40.6% 6s-Au 28.9% 6s-Au 27.3%
5d-Pt 21.0% 5d-Hg 13.4%

6s-Pt 9.0% 6s-Hg 11.5%

5d-W 27.4% 5d-Re 20.1% 5d-Ta 28.5%
5d-Au 32.1% 5d-Au 32.0% 5d-Au 20.2%
6s-Au 54.2% 6s-Au 37.8% 6s-Au 44.8%
5d-Pt 0.0% 5d-Hg 8.3%

6s-Pt 17.6% 6s-Hg 7.4%

6p-W 13.7% 6p-Re 12.6% 6p-Ta 19.3%
5d-Au 3.2% 5d-Au 1.6% 5d-Au 1.3%
6s-Au 62.4% 6s-Au 59.0% 6s-Au 53.5%
5d-Pt 1.3% 5d-Hg 16.9%

6s-Pt 5.7% 6s-Hg 6.4%

6s-W 34.3% 6s-Re 32.4% 6s-Ta 32.0%

Table S2. Coordinates (A) of the optimized structures for Re@Au;;Pt and Ta@Au; Hg.
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