K5S005 (K071) Structure:
A2B5C2 mP18 11 2e_e2f 2¢-001

This structure originally had the label A2B5C2 mP18_11_2e_e2f _2e. Calls to that address will be redirected here.
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Prototype K2055,
AFLOW prototype label A2B5C2_.mP18_11_2e_e2f 2e-001
Strukturbericht designation KO0,
ICSD 60025
Pearson symbol mP18
Space group number 11
Space group symbol P2y /m

AFLOW prototype command aflow --proto=A2B5C2_mP18_11_2e_e2f_2e-001
—Tparams=a, b/a7 C/a7 67 X1,R1,X2,22,X3,23,L4,24,L5,25,L6, Y6, 26, L7, Y7, 27

Other compounds with this structure
K2S2P5, (NHy)2S2P5

Simple Monoclinic primitive vectors
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a; — aX
ag = b 5’
ag =

ccosBX+csinfBz
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Basis vectors

Lattice
coordinates

B1 = x1a1+ia2+z1a3

B2 = 7%1314’%&272133

B; = xgal—l—iag—f—zgagg

B, = —1‘2814-%&2—22&3

Bs = z331+%32+23a3 =
B6 = —x3a1—|—%a2—23a3

Br = Ty4a1 + s+ 2483

Bs = —J)4&1+%32—Z4&3

Bg = z5a1+ia2+25a3 =
Bio = —z5a; 4+ 3a; — 2543

Bi: = Zgay + Yy a2 + 26 a3 =
B2 = —zga; + (ys + 3) a2 — z6 a3 =
Biz = —Teal — Ye Az — 26 A3 =
Bis = zgar — (ys — 3) az + zg as =
Bis = T7ay +yraz + 27 as =
Bis = —z7a; + (y7 + 3) a2 — zr a3 =
Biz = —Z7ay —yrag — zrag =
Bis = zray — (yr — 3) az + 27 a3
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Reinvestigation

Cartesian
coordinates

(az1 + czicos B) X+ by + cz1 sin B2
—(ax1 4+ cz1co8B) X + %byf cz18in Bz
(axq + czacos B) X + iby—i—czQ sin B z
— (awz + czacos ) X+ 2b§ — czpsin B2
(am3 + czzcos B) X+ 1by + cz3sin B2
— (axs 4+ czgcos B) X + %by— czz3sin Bz
(az4 + czgcosfB) X + %by—i—ca sin B
— (awq + czgcos B) X+ 2b§ — czysin B2
(axs + cz5cos B) X + iberczs sin B Z
— (axs + cz5 cos B) X + %by— czssin Bz
(axg + czgcos B) X+ bys ¥ + czgsin 5z

— (awg +czgcos B) K+ b(ys+5) § —
czgsin B z

— (azg + czgcos B) X —bygy — czsin Bz

(azg + czg cos B) fc—b(y6 — %) v+
czgsin Bz

(ax7 + czrcos B) X+ byr § + czrsin S 2

— (az7 + cz7 cos B) i+b(y7+%) y—
cz7sin B 7

—(ax7 4+ czrcos B) X —byr § — cz7sin B Z

(az7+czrcosB) X —b(yr —3) ¥+
cz7sin Bz

of potassium  pyrosulfite, K555 05

Wyckoff Atom

position type
(2e) KI
(2e) KI
(2e) KII
(2e) KII
(2e) 01l
(2e) Ol
(2e) ST
(2¢) SI
(2e) S1I
(2e) S 1I
(4f) on
(4f) on
(4f) oIl
(4f) oI
(4f) O III
(4f) O III
(4f) O 111
(4f) O III
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