Trigonal MoSy Structure:
AB2 hP12 143 ad _bc2d-001

This structure originally had the label AB2_hP12_143_cd_ab2d. Calls to that address will be redirected here.
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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

MOSQ

AB2_hP12_143_ad_bc2d-001
none

hP12

143

P3
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--params=a, ¢/a, 21, 22, 23, T4, Y4, 24, T5, Y5, 25, T6, Y6, 26
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e MoS; exists naturally in two forms: a rhombohedral structure and the hexagonal structure, molybdenite, Strukturbericht
C'7. 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 this trigonal structure.

e Space group P3 # 143 allows an arbitrary choice of the origin of the z-axis. Here we choose z; = 1/2 for the Mo I site.

Trigonal (Hexagonal) primitive vectors

o
a3 = %afc — ?a&
a; = gaX-+ ?ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 cz1 Z (1a) Mo I
B, = %al—l—%ag—l—zga;; = %ai—&—?ay—i—c,@i (1b) S1I
B; = %31—1-%32—1-23&3 = %ai—%ay—i—cz?,z (1c) S1I
B, = Tga1 +ysaz + 24 a3 = la(zaty) K- La(es—ys) 9+ cuz (3d) Mo II
B = —ysay + (x4 — ys4) az + 24 a3 = la(zy —2ys) X+ @am V4 cui (3d) Mo II
B = — (24— y4) a1 — x4a0 + 24 a3 = —2a(2zy —ys) X — ?ay;; V+czaz (3d) Mo 11
B, = Tsa + ysas + 25 as = %a(% +ys) X — ?a(% —ys5) ¥+ 252 (3d) S III
Bs = —ysay + (5 — ys) ag + 25 as = la(zs —2ys) X+ Laws§ + czs52 (3d) S III
Bo = —(z5—ys)a —x5ay+25a3 = —1a(2z5 —y5) X — PBays § +cas52 (3d) S IIT
Bio = Tgay + yg as + 2 as = %a(x(;—&—yg) X — ? (x6 —ys) § + c26 2 (3d) SIV
Bi1 = —ys a1 + (g — ys) a2 + 26 as = fa(w — 2ys) X + @aﬂ% Ytz (3d) SIV
B = —(x6 —ys) a1 — g ag + zg as f%a (226 — yg) X — @ayﬁerczﬁi (3d) SIV
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