a-1C1 Structure:
AB mP16.14 2e 2¢-001

This structure originally had the label AB mP16_14_2e_2e.ICl. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/HUSN
https://aflow.org/p/AB_.mP16_14_2e_2e-001

— L—.
Prototype ClI
AFLOW prototype label AB_mP16_.14_2e_2e-001
ICSD 26032
Pearson symbol mP16
Space group number 14
Space group symbol P2, /c

AFLOW prototype command aflow --proto=AB_mP16_14_2e_2e-001
—~params=a, b/aa C/a7 57 L1,Y1,%1,%2,Y2, 22,3, Y3, 23, L4, 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.

Simple Monoclinic primitive vectors

a; = aX
ag = by
ag = ccosfBX+csinfz
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Basis vectors
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Lattice
coordinates
ria; +yiaz + 2z1as
—xia; + (yl =+ %) az —
(21— 3) as
—Zi1a1 —Yiad2 —z14a3

$131—(y1 - %) az+(21 + %) as

T2 aj + Y2 a2 + 22a3

—x2a; + (yQ + %) az —
(22— 3) as

—T2a; —Yzaz —z24a3

xzal—(y2 - %) az-l—(ZQ + %) as

Tza; +ysaz + z3as
—zzar + (y3 + 3) az —
2’3—%) as

—r3a; —Ysaz —zzas

ryan— (g5 — 3) aact (25 + 1) g

T4a) +Ygaz + 24a3
—zqar + (ya + 3) a2 —
2= ) 2

—T4a1 —Yqa2 — 24a3

ran— (- ) ot (s + 1) g
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Cartesian
coordinates

(axy +cz1co8B8) X+ by1 § + cz1 sin B2
7(&$1+C(Zl f%)cosﬂ) X+
b(yi+3)y—c(z1—3)sinpBz

—(az1 +cz1c080) X —by1§ —cz1sin Bz
(az1 + ¢ (21 + 3) cos B) X —
b(yl—%) y—l—c(zl—l—%)sin,@’i

(axg + czacos B) X+ by2§ + czasin 5z
— (azg 4 c (22 — 3) cos B) X+
b(ngr%) yfc(zgf%)sinﬁi

—(azg 4+ czocosB) X —bya § — czosin Bz
(azg + ¢ (22 + 3) cos B) % —

b(y —%) Sf—l—c(zg—l—%)sinﬁi
(axs + czzcos B) X+ bys § + cz3sin S 2
—(CLI'3+C(23—%)COSB) X+
b(ys+3) ¥ —c(zs—3)sinB2
— (ax3 + czgcosf) X —bys § — cz3sin B 2
(ax3 +c (23 + 3) cos B) X —
b(ys —3) ¥ +c(2s+3)sinpz
(axg + czgco8B) X+ bys § + cz4sin Sz
—(au—l—c(z;;—%)cosﬁ) X+
b(ya+3) 9 —c(za—3)sinBz
—(axg + czgco8B) X —bys § — czysin Bz
(azs +c (24 + 5) cos B) X —
b(y4f%) y+c(24+%)sinﬂi
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