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Table S1 j, values of CuAg@Ca;Be(1) at MP2 method in conjunction with the different basis set for Be/Mg/Ca and lanl2dz basis set for Cu and Ag.

CuAg@Ca;Be(1) Po (au)
6-31+g 8600
6-31+g(d) 8600
6-311+g 8900
6-311+g(d) 9700
6-311+g(2d) 12000
6-311+g(3d) 12000
6-311+g(3df) 12000

Table S2 j, values of five electride molecules at MP2 method in conjunction with the different basis set for Be/Mg/Ca and lanl2dz basis set for Cu and Ag.

Bo (au) 6-311+g(2d) 6-311+g(3d) 6-311+g(3df)
CuAg@Cas 5800 6500 6500
CuAg@Ca-Mg(3) 7300 7400 7300
CuAg@Ca;Be(3) 9400 9300 9300
CuAg@Ca;Be(1) 12000 12000 12000

CuAg@Ca-Mg(1) 13500 14300 14300




Table S3 The Associated Energies for an Atom with Label n, Ey(kcal/mol)

n 1 2 3 4 5 6 7 8

CuAg@Cas 38.09 29.92
CuAg@Ca-Mg-3  30.51  29.68  33.69 3639 4206 3639  29.68  30.51
CuAg@Ca:Be-3 3770 3670  59.07 3735 3482 3393 32,60  38.17
CuAg@Ca:Be-1 5230 2686 4143 3660 3539 3642 4153  38.17
CuAg@Ca-Mg-1 2643 3273  39.04  37.18  37.18  39.04  31.13 3113




