Supplementary Materials

Effect of Alkali Metal Atoms Doping on Structural and Nonlinear Optical
Properties of Gold-Germanium Bimetallic Clusters: Focusing on the Design of

Novel Optical Germanium-Based Materials

Xiaojun Li, Shuna Li, Hongjiang Ren, Juxiang Yang, Yongqiang Tang

The Key Laboratory for Surface Engineering and Remanufacturing in Shaanxi Province, School

of Chemical Engineering, Xi’an University, Xi’an 710065, Shaanxi, P. R. China



Table S1 Comparison of relative energies (Ey, €V)” for the low-lying neutral AM@Ge,Au (AM = Li, Na, and K; n = 2 — 13) clusters,

calculated by using the hybrid DFT-B3LYP functionals.
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*The E,' and E,> symbols represent the relative energies with the zero-point vibrational corrections, which were obtained by using two different basis sets

(LanL2DZ(Ge,Au)/def-SVP(AM) and def-TZVP for all atoms), respectively.



