Moissanite-4H SiC (B5) Structure:
AB hP8 186_ab ab-001

This structure originally had the label AB_hP8_186_ab_ab. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/FSH2

https://aflow.org/p/AB_hP8_186_ab_ab-001

Prototype CSi

AFLOW prototype label AB_hP8_186_ab_ab-001
Strukturbericht designation B5

Mineral name moissanite

ICSD 24170

Pearson symbol hP8

Space group number 186

Space group symbol P63mc

AFLOW prototype command aflow —-proto=AB_hP8_186_ab_ab-001
--params=a, c/a, 21, 22, 23, 24

e This is one possible stacking (ABAC) for tetrahedral structures. Compare this to zincblende (B3, ABCABC), wurtzite
(B4, ABABAB), 6H (ABCACB), and 9R (ABCBCACAB). The 4H refers to the fact that there are 4 CSi dimers in a
hexagonal unit cell. Zincblende is denoted 3C and wurtzite is 2H. This structure is related to the |o-La (A3’) structure|in
the same way that zincblende (B3) is related to the [fcc (A1) lattice.
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e Space group P63mc #186 allows us to take any one of the z; to be zero. In the pictures here we take zo = 0 for the
silicon (2a) site.

e We did not find an ICSD or CCDC entry for (Bauer, 2001). The ICSD entry here is from (Thibault, 1944).
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