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

This structure previously used the label(s) AB2_hP6_194 c_f. Calls to these addresses 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
CCDC 1662990
Pearson symbol hP6
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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, MOSQQ, MOTQQ, NbSQ, NbSeg, ReSQ, TaSQ, TaSeg, VVSQ7 WSQQ, WT62

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 MoS, layers.

e Depending on the preparation method, MoSs 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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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %a1+%a2+%a3 = %a}”{+§ay+%ci (2¢) Mo I
B, = 2a;+3ax+ 2ag = %ai—%ay—i—%ci (2¢) Mo I
B = %al—i—%az—i—zgag = %afc—&—%ay—i—czgi (4f) SI
B4 = %a1+%a2+(z2+%) as = %af{—%aff—!—c(zz—i—%)i (4f) S1I
By = %314*%32*22513 = %aif%ayfczQZ (4f) S1I
Bg = %al—l—%ag—(zg—%) as = %afi—i—%ay—c(zz—%)i (4f) S1I
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