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Table S1. Bond dissociation energies (BDE, kcal/mol) in three different levels.

Complexes BDE(kcal/mol) BDE (kcal/mol) BDE (kcal/mol)
BP86-D3(BJ) MP2/def2QZVP CCSD/def2TZVP
/def2TZVPP
7Zn;-Ar 1.77 1.28 1.36
Zn;-Ar, 3.55 2.57 2.72

Table S2: The amount of charge transferred, |Aq| and the interaction energy (BDE) for the Be;
complexes with noble gases at BP86-D3(BJ)/def2-TZVPP level.

Complexes BDE |Aq|
7Zn;-Ne 0.35 0.007
Znz-Ar 1.77 0.025
Zn;-Kr 2.64 0.032
Zn;-Xe 4.11 0.048
Cd;-Ne 0.33 0.005
Cd;-Ar 1.87 0.018
Cd;-Kr 2.76 0.023
Cd;-Xe 4.23 0.033
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Table S3. Bond dissociation energies (BDE, kcal/mol) of the CO@M; rings.
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Figure S1- Reduced density gradient (RDG) color-filled scatter map of Ng@Zn; and Ng@Cds
complexes (Ng = Ar, Kr).

Cds-(CO),

Figure S2. Molecular graph of CO@M; complexes. Bond critical points are shown in orange.

Cartesian coordinates of the [Zn3;-Ng] and [Cd;-Ng] compounds and their complexes with
noble gases along with their total energies calculated using BP86-D3(BJ) /def2TZVPP(au).
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