a-1C1 Structure:
AB mP16.14 2e 2¢-001

This structure previously used the label(s) ABmP16_14_2e_2e.ICl. Calls to these addresses will be redirected here.
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Prototype ClI
AFLOW prototype label AB_mP16_.14_2e_2e-001
ICSD 26032
CCDC 1601504
Pearson symbol mP16
Space group number 14
Space group symbol P2 /c

AFLOW prototype command aflow --proto=AB_mP16_14_2e_2e-001
—T-params=a, b/av C/aa Bv T1,Y1,21,T2,Y2,%22,T3,Y3,23,T4,Y4, 24

e [LiAs and |a-ICl have the same AFLOW prototype label, AB.mP16_14_2e_2e. They are generated by the same symmetry
operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Simple Monoclinic primitive vectors

a; = aX
az = by

ag = ccosfBX+csinfz

Basis vectors

Lattice
coordinates
B, = rra; +y1az + 21 a3 =
B, = —r1a; + (y1 + %) as — =
(21— 3) as
B; = —Z1a; —Yiraz — 2133 =
B, = zma—(y1—3)axt(a+3)as =
Bs = Tpar +Yzaz + 2223 =
B¢ = —Toa; + (y2 + %) as — =
(22— 3) as
By = —Z2a1 —Y2a2 — 2233 =
Bs = wmai—(yp—3) ac+(n2+3i)as =
By = Trzar +Yysaz + z3a3 =
Bio = —w3ar + (Y3 + 3) az — =
23— 3) as
Bix = —rza; —Ysag — z3a3 =
Biz = axzai—(y3—3) ast+(zs+3)as =
Bis = Tgar +Ysaz + 2423 =
Bis = —zga+ (ya+ 3) az — =
(22— 3) as
Bis = —Tga; —Ysa — z4a3 =
Big = zsa1—(ya—3) ast+(zat3)as =
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Cartesian
coordinates

(axy +cz1cos8B) X+ by1 § + cz18in 5z
—(ax1+c(21 —%)COSB) X+
b(yl—i—%) y—c(zl—%)sinﬁi

—(ax1 +cz1co8B) X —by1 § —czy1sin Bz
(alerc(zl +%) cosﬂ) X —
b(ylf%) y+c(zl+%)sinﬂﬁ

(axg + czacos B) X+ bya§ + czo8in 52
—(axg—l—c(zQ—%)cosﬁ) X+
b(yQ—I—%) y—c(zQ—%)sinﬁi

—(azg 4+ czoco8B) X —bya § — czosin Bz
(azs + ¢ (22 + 3) cos B) X —
b(yg—%) y—i—c(zQ—l—%)sinﬁi

(axs + czzcos B) X+ bys§ + czzsin 5z
— (aw3 4 c (23 — 3) cos B) X+
b(y3—|—%) y—c(zg—%)sinﬁi

—(axs 4+ czzcosB) X —bysy — czzsin Bz
(ax3—|—c(23—|— %) cosﬁ) X —
b(ys—3) §+c(zs+3)sinBz

(axy + czqcosB) X+ bys§ + cz4sin 5z
— (azs +c (24— 1) cos B) X+
b(y4—|—%) S’—c(z4—%)sinﬁi

—(azg + cz4co8B) X —bys § — czysin Bz
(am4—|—c(z4—|— %) cosﬁ) X —
b(ya—3) y+c(za+3)sinBz
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