Moissanite-6H SiC (B6) Structure:
AB_hP12 186_a2b_a2b-001

This structure previously used the label(s) AB_hP12_186_a2b_a2b. Calls to these addresses will be redirected here.
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Prototype SiC
AFLOW prototype label AB_hP12_186_a2b_a2b-001
Strukturbericht designation B6
Mineral name moissanite
ICSD 156190
CCDC 1672758
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Pearson symbol hP12
Space group number 186
Space group symbol P63mc

AFLOW prototype command aflow --proto=AB_hP12_186_a2b_a2b-001
—~params=a, C/av 21,2, 23,24, 25,26

e This is an alternate stacking (ABCACB) for tetrahedral structures. Compare this to zincblende (B3, ABCABC),
moissanite-4H (B5, ABAC), and wurtzite (B4, ABABAB).

The 6H refers to the fact that there are 6 CSi dimers in a hexagonal unit cell. Zincblende is denoted 3C, and wurtzite is
2H.

Without loss of generality, we can take any of the z; to be zero. Here we take zo = 0 for the silicon (2a) site.

The ICSD entry is from the later work of (Capitani, 2007).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = cz1 7 (2a) CI
B, = (21 + %) as = c (zl + %) Z (2a) CI
B; = zo as = 20 % (2a) Sil
B, = (22 + %) as = c (22 + %) Z (2a) Sil
Bs = %a1+%a2+23a3 = %a}“{+73ay+0232 (2b) CII
Bs = Za;+3ax+ (23+ 3) as = fax—Yag+c(s+3)2 (2b) CII
B, = %al—i—%ag—i—fqag = %afc—&—%ay—i—czzli (2b) CIII
Bs = 2ai+iar+ (2a+ 1) a = tax—Yag+c(u+i)2 (2b) C 11
By = %a1+%a2+z5a3 = %a§<+73ay+0252 (2b) Si II
By = 2aj+3ax+ (25 + 3) as = jax—Yay+c(ss+35) 2 (2b) Si Il
By = za;+ 2as+ 25 a3 = sax+ Lay + cz6 2 (2b) Si 11T
Biz = 2ai+iax+ (26 + %) as = tax—Yay+c(w+i)2 (2b) Si 111
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