KNO, III Structure:
ABC2.mP16_14 e_e_2e-003

This structure originally had the label ABC2 . mP16_14_e_e_2e.KN02. 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.
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aflow --proto=ABC2_mP16_14_e_e_2e-003
--params=a,b/a,c/a, B,71,Y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, %4

e This is not the KNOy structure found by (Ziegler, 1936) and given the Strukturbericht designation F5;;. That structure

is now considered obsolete.

e We use the data take by (Onada, 1998) at 4K. Phase III is stable up to 264K. Above this temperature it transforms to

the rhombohedral phase II, which has disordered NO; ions

e KNO; has the same AFLOW label as manganite (E£0g), ABC2.mP16_14_e_e_2e. The structures 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
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Lattice
coordinates

r1a) +yiaz+21as

—z1a; + (y1 + 3) az —
(21— 3) as

—ri1ap —Yiaz — 2143

$1al—(y1 - %) aQ+(Z1 + %) as

Toay + Y@z + 22as

—x2a; + (yz + %) az —
z— 3) ag

—ZT2a1 —Y2az — 2243

$231*(y2 - %) 32+(22+ %) as

Tzay +ysas + 23a3
—wza; + (y3 + 3) a2 —
z3— 3) ag

—Trzap —Ysaz —z3ag

$3alf(y3 - %) a2+(z3+ %) ag

r4a1 +Yysaz + 24 a3
—z4a; + (y4 + %) az —
(2a—3) as

—T4a1 —Ysaz —2Z4a3

x4a1—(y4 - %) a2+(z4+ %) as

Cartesian
coordinates

(axy +cz1co8B) X+ by1 § + ¢z 8in 52
—(awl—l—c(zl—%)cosﬁ)ﬁ—i—
b(yl—l—%)y—c(zl—%)sinﬁi

—(ax1 +cz1co8B) X —by1 § — cz1sin Bz
(az1 +c (21 + 3) cos B) X —
b(yl—%)y—kc(zl—i-%)sinﬁi

(axe + czacos B) X+ bya § + czos8in S 2
—(axg—l—c(zz—%)cosﬁ)fc—i—
b(y2+3) ¥ —c(22—3)sinB2

—(axg 4+ czoco8B) X —bys § — c2osin Bz
(a:z:2+c(22 + %) cosﬁ) X —

b(y f%)erc(zQJr%)sinﬂﬁ
(axs + czzcos B) X+ bys§ + cz3sin Sz
—(axg—l—c(zz),—%)cosﬁ)fc—i—
b(yg—i—%)y—c(zg—%)sinﬁi
—(axg 4+ czzcosB) X —bysy — cz3sin Bz
(ax3+c(23+ %) cosﬂ) X —
b(ys—3) §+c(zs+3)sinB2z
(axy + czqcosB) X+ bys§ + cz4sin 2
—(am—l—c(z;;—%)cosﬁ)f(—i—
b(y4—|—%)y—c(24—%)sinﬁi
—(azg 4+ cz4co8B) X —bys § — cz4sin Bz
(ax4 -|—C(Z4 + %) cosﬁ) X —
b(ya—3) y+c(za+3)sinBz
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