KSO;3 (K1y) Structure:
AB3C_hP30 150 ef 3g ¢2d-001

This structure previously used the label(s) AB3C_hP30_150_ef_3g_c2d. Calls to these addresses will be redirected here.
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Prototype KO3S

AFLOW prototype label AB3C_hP30.150_ef_3g_c2d-001
Strukturbericht designation K1,

ICSD 27580

CCDC 1602837
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Pearson symbol hP30
Space group number 150
Space group symbol P321

AFLOW prototype command

aflow --proto=AB3C_hP30_150_ef_3g_c2d-001

——para.ms=a,c/a,zl, 22,23, T4,T5,T6,Y6, 26, L7, Y7,27, L8, Y8, 28

Other compounds with this structure

RbSO3

e The ICSD entry differs from the published version of (Huggins, 1931) by using somewhat different lattice constants and
switching the x coordinates of the potassium atoms. We will use the published results here.

Trigonal (Hexagonal) primitive vectors

a2

af’
a; = %afc — @ay
as = %afc + @a&
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = c2 7 (2¢) S1I
B, = —2z1 Az = —c21 2 (2¢) S1I
B; = za;+ 2as+ 2 a3 = %ai—&—%ay—i—cai (2d) SII
By = 2a,+1a,—za = lax—Lay —cni (2d) S1I
Bs = %al+%32+2333 = %ai—ﬁ—?ay—f—cz;;z (2d) S III
Bg = %al—l—%ag—zgag = %aﬁ—%ay—cz;:,i (2d) S III
B, = T4 2 = %am X — ?am N (3e) KI
Bg = T4 s = %a:c4 X+ ?am y (3e) KI
By = —T4a; — Ty4as = —ars X (3e) KI
By = T5a; + %33 = %amsi— §a$5y+ %ci (3f) KII
By, = z5as + 1 a = lazs %+ Lazsy + tea (3f) K II
B = —Tsa, — Tsas + % as = —axs X + %cﬁ (3f) KII
Bz = Tgar + Yo a2 + 26 a3 = la(ze+ys) X— @a(% —Y6) ¥ + Cz6 2 (6g) Ol
B4y = —ysa + (6 — Ys) a2 + 26 a3 = %a (6 — 2ys) X+ ?am y+czz (6g) OI1I
Bis = — (26 — Yg) a1 — Tg Az + 26 a3 = —%a(2z6 — ys) X — ?ayg}*w—czgi (6g) 01
Bis = Y6 a1 + Tgaz — 26 a3 = fa(ze+ys) X+ §G($6 —Y6) § — 26 2 (6g) Ol
By = (6 — ys) a1 — Ys a2 — 2z A3 = %a (z6 — 2ys) X — @amﬁ y—czZ (6g) Ol
Bis = —xgar — (6 — Ys) a2 — 26 A3 = —3a(2z6 — yg) X+ ?ayﬁf’ — C26 Z (6g) (O
Big = T7a; + yras + z7ag = %a (x7 +y7) X — @a (x7 —y7) ¥ +czr (6g) O1II



By = —yray + (v7 —y7) az + z7 a3 =
By = —(z7 —y7) a1 —x7ag + zras

Baz = Yyrag + x7az — 27as =
Bas = (r7 —y7) a1 —yraz — z7 a3 =
Bay = —xra; — (v7 —yr) az — z7 a3 =
Bas = rgaj + ygaz + 2g as =
B2 = —ygai + (rg — ys) az + zg as =
Bar = — (g —yg) a1 — rgaz + zzaz =
Bas = Yys a1 + Tgaz — 28 as =
By = (rg —yg) a1 —ysaz — 2z a3 =
Bso = —xga; — (8 —yg) az — zg a3

References

% (x7 — 2y7) X+ faas7y+c,27z
V3

—1a(2z7 —yr) X — Payr § + czr 2
ta(zr+yr) X+ @a(:w —y7) ¥ — czr

%a (x7 —2y7) X — @aﬂwy —c2r %

—3a(2z7 —y7) X iay?.’Y —czrZ

%a(ffs-ﬂls) f“@ (v8 —ys) ¥ + 232
%a (xs —2ys) X+ faxgy +cze 2
—sa(2xg —yg) X — iaygy 4 c2g Z

%a(x8+y8) )“(+%a(:1787y8) V—czi

%a (zs — 2ys) X — @a:vgy — 282

—La (22 —ys) K+ Lays § —czs2

(6g) ol
(62) 0 II
(62) o1
(62) o1
(6g) o
(62) O III
(6g) O III
(6g) O II
(62) O III
(62) O III
(6g) O III

[1] M. L. Huggins and G. O. Frank, The crystal structure of potassium dithionate, K352 Og, Am. Mineral. 16, 580-591 (1931).

Found in

[1] C. Hermann, O. Lohrmann, and H. Philipp, eds.,

B. H., Leipzig, 1937).

First cited in

D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo,

Strukturbericht Band II 1928-1932 (Akademische Verlagsgesellschaft M.

The AFLOW Library of

Crystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.


http://dx.doi.org/10.1016/j.commatsci.2021.110450

