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Here I have to clarify a few things. Since 6-31G* could only apply to atom H-Kr, we had to specifically specify one basis set for PT exclusively in Gaussian QM Calculation. The basis set we chose was LanL2DZ (H, Li-Ba, La-Bi). All the other atoms (C, H, O and N) remained using 631Gd. After a series of testing, we decided the radius of PT in this QM calculation is 4.50. We believe the total charge and multiplicity are +2 and 1 respectively.

