Trigonal MoSy Structure:
AB2 hP12 143 ad _bc2d-001

This structure previously used the label(s) AB2_hP12_143_cd_ab2d. Calls to these addresses will be redirected here.
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Prototype MoS,

AFLOW prototype label AB2_hP12_143_ad_bc2d-001
Pearson symbol hP12

Space group number 143

Space group symbol P3
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AFLOW prototype command aflow --proto=AB2_hP12_143_ad_bc2d-001
—~params=a, C/a7 Z1,%2,23,%4,Y4,%24,T5,Y5,25, L6, Y6, 26

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

e Depending on the preparation method, MoS, 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.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz21 Z (1la) Mo I
B, = %al—i—%ag—i—zgag = %afc—&—%ay—i—c,@z (1b) S1I
B; = %a1+%a2+z3a3 = %ai—%ay—i—czgi (1e) S1I
By, = Tgay +Ysaz + 2433 = %a(m +ya) X — §G($4 —Y4) § +c24 2 (3d) Mo II
Bs = —ysa;+ (v4—ys) a2 + 2483 = sa(zs —2ys) X+ @au Vy+czz (3d) Mo 1II
Be = —(va—ys)ar—mart+zna; = —La ey —y) K — Layy + 22 (3d) Mo 11
B, = Tsa; + ysas + 25 as = %0,(585 +ys) X — @a(% —ys5) ¥+ (3d) S III
Bs = —ysay + (5 — ys) az + 25 a3 = la(zs —2ys) X+ ga% ¥+ czs2 (3d) S III
By = — (x5 —y5) a1 — x5 a2 + 25 a3 = —%a (2z5 —y5) X — @ayg, V+ceziz (3d) S III
B = Tgay + yYg as + 2 as = %a(x(; +ys) X — ?a(mg —ys) ¥+ cz6 2 (3d) SIV
B = —ysal + (T6 — Ys) a2 + 26 a3 = 1a (e — 2ys) X+ @(m@ y+cxi (3d) S IV
Bi2 = —(v6—19ys) a1 —z6as +26a3 = —1a(2z6 — ys) X — @aygerczﬁZ (3d) SIV
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