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Table 1: Bond distances of KSbZn at ambient conditions compared with exper-
imental results

Compound Bonds This work (Å) Exp.(Å)
KZnP K-K 4.10 4.091

K-P 3.55 3.461

K- Zn 3.55 3.461

P-Zn 2.36 2.361

KZnAs K-K 4.27 4.222

K-As 3.69 3.532

K-As 3.69 3.532

As-Zn 2.46 2.432

KZnSb K-K 4.59 4.541

K-Sb 3.76 3.711

K-Zn 3.76 3.711

Sb-Zn 2.65 2.621

.
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Figure 1: (Color online)Contour plot of charge density plots for (a) KZnP (b) KZnAs (c)
KZnSb crystals.
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