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Table 1. Calculated NLO Properties of AglnsSeg, Liln5Se8, AginsSs and LilnsSg

ah) o) OO di(pm/V) An@1um
AginsSe; 5698  12.086 159 13.1 0.031
LinsSes 5676 11.782  2.08 12.9 0.029
AginsS; 5437 11659  2.01 6.4 0.036
LinsSs 5426  11.266  2.64 6.7 0.020
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Figure S1 Experiment powder X-ray diffraction pattern and calculated diffraction pattern
of AglnsSeg
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Figure S2 Coordination environment of two sites of Se in AglnsSeg
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Figure S3 Density of states of AglnsSes



