Wurtzite (ZnS, B4) Structure:
AB_hP4 186_b_b-001
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Prototype SZn

AFLOW prototype label AB_hP4.186_b_b-001
Strukturbericht designation B4

Mineral name wurtzite

ICSD 67453

CCDC 1629447

Pearson symbol hP4
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Space group number 186
Space group symbol P63mc

AFLOW prototype command aflow --proto=AB_hP4_186_b_b-001
--params=a, c/a, z1, 22

Other compounds with this structure
B-Agl, AIN, BN, BeO, CdS, CdSe, CdSe, CuH, §-Cul, GaN, InN, MgTe, v-MnS, v-MnSe, SiC, ZnO, ZnSe

e This is the hexagonal analog of [zincblende (B3), i.e. the stacking of the ZnS dimers along the (0001) direction is
ABABAB... Replacing both the Zn and S atoms by C (or Si) gives the hexagonal diamond structure. The “ideal”
structure, where the nearest-neighbor environment of each atom is the same as in zincblende, is achieved when we take
c¢/a=+/8/3 and z = 1/8. In the extreme case zo = 1/2 this structure becomes the BN (B}) structure,

e Space group P63 #186 is [polar, so there is no fixed origin for the z axis. We have arbitrarily chosen the zo parameter for
the zinc atoms to be zero.
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