Molybdenite (MoSs, C'7) Structure:
AB2 hP6.194 ¢ 1-001

This structure originally had the label AB2_hP6_194_c_f. Calls to that address will be redirected here.
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Prototype MoS,

AFLOW prototype label AB2_hP6.194_c_f-001
Strukturbericht designation c7

Mineral name molybdenite

ICSD 105091

Pearson symbol hP6

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command aflow --proto=AB2_hP6_194_c_£f-001
--params=a, c/a, z2

Other compounds with this structure
BPtQ, MOSGQ, MOTQQ, NbSQ, NbSeg, ReSQ, TaSQ, TaSeg, WSQ, WSeg, WTQQ

e MoS, exists naturally in two forms: a rhombohedral structure and this hexagonal structure, molybdenite, Strukturbericht
C7. The two structures differ due to the stacking of the MoSy layers.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/A8HJ
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e Depending on the preparation method, MoS; can exist in other forms, including a trigonal structure.

e Note that the stacking here is BABABA, where the layers in bold text are the Mo atoms.
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