Radtkeite (HgzSoCII) Structure:
AB3CD2 mC56.12 2i eg2ij 2i 2j-001
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Prototype ClHgsIS,
AFLOW prototype label AB3CD2.mC56-12_2i_eg2ij-2i_2j-001
Mineral name radtkeite
ICSD 98907
Pearson symbol mC56
Space group number 12
Space group symbol C2/m

AFLOW prototype command aflow --proto=AB3CD2_mC56_12_2i_eg2ij_2i_2j-001
—Tparams=a, b/a’ C/a’, Bv Y2,X3,23,T4,24,T5,25,L6, 26, L7, 27, L8, 28, L9, Y9, 29, 10, Y10,
210, T11, Y11, 211

Other compounds with this structure
B-Hg3S2Bra, HgsSeaBra, HgsSeals

e We have shifted the origin by %cé from that given by (Pervukhina, 2004).
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Base-centered Monoclinic primitive vectors

a; = %afc — %by
a; = saX+ by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1a, lax+ by (4e) HgI
B, = 1ay 1a% —1by (4e) HgI
B; = —y2a1 + Y2 Az by2 § (4g) Hg II
B, = Yo a1 — Yo Ag —bys ¥ (4g) Hg II
Bs = r3a] +r3as + z3as (axs 4 czzcos B) X + czgsin f 2 (4i) Cll
Bg = —T3a; — T3as — 2343 — (azs 4+ czgcos B) X — czgsin f 2 (4i) ClI
B = Tygay +Tga9 + 2483 (axq + czqcosf) X+ czysin Sz (4i) Cl1I
Bg = —Xga] — Tg Ay — 24 A3 —(azy 4+ cz4co8B) X — cz48in 2 (41) Cl1I
By = Tsay + T5as + 25 as (axs 4 cz5cos B) X+ czssin f 2 (4i) Hg III
Bio = —Tsa; — Ts5ay — 25 a3 — (axz5 + cz5cos B) X — cz5sin B2 (4i) Hg III
By1 = Tga + Tgag + 26 a3 (axe + czgcos f) X + czgsin Sz (41) Hg IV
B = —Tga] — Tg Ay — 26 A3 — (axg + czgcos ) X — czgsin S 2 (4) Hg IV
Bz = T7a] +r7as + z7as (ax7 4 cz7cos B) X+ czrsin f 2 (4i) I1
By = —r7a; —x7ay — 27 ag —(axz7 + czrcos B) X — czrsin Bz (4i) 11
Bis = Tgay + rgag + zgas (axs + czgcos f) X + czgsin Sz (41) 111
Big = —xga] — Tg Ay — 28 A3 — (axg + czgcos ) X — czgsin S 2 (4) 111
Bir = (w0 —yo) ar+ (v +yo) az + (awg + czg cos ) X+ byo § + cz9sin 2 (8)) Hg V
29 a3
Bis = —(xz9+y9) a; — (xg —yg) ag — —(axg + czgcos B) X+ byg§ — czgsin B Z (8j) Hg V
Zg as
Big = — (w9 —y9) a1 — (¥9 +y9) az — —(azg 4+ czgcos B) X —byg § — czgsin Sz (8i) Hg V
29 a3
By = (g +y9) a1 + (xg — yg) a2 + (axg + czgcos ) X — byg ¥ + czosin 5 (8j) Hg V
29 as
B2y = (z10 — y10) a1 + (ax10 + cz10c08 B) X+ by10§ + cz108in 5 2 (8j) ST
(710 + Y10) a2 + 210 @3
Bz = — (210 + y10) @1 — — (az10 + cz10cos B) X+ by10y — (83) S1
(710 — Y10) a2 — 210 @3 cz108in B 2
Bes = — (210 — y10) @1 — —(aw19 + cz10cos B) X —by10 ¥y — (8j) S 1
(710 + y10) a2 — 210 @3 cz108in 2
By = (w10 + y10) a1 + (az10 + cz10c08 8) X — by10 ¥ + cz10sin B Z (8j) SI
(710 — y10) a2 + 210 @3
Bos = (11 —y11) a1 + (az11 + czi1cos B) X+ by11 ¥ + cziisin 2 (8) S1I

(x11 + y11) ag + 211 ag



Bae = — (211 +y11) a1 — = —(az11 + cz11c088) X+ by11 y — (8j) SII

(z11 —y11) a2 — z11 a3 cz118in Bz

By = —(z11 —yn) a1 — = —(az11 +cz11c088) X —by11 § — (8j) S1II
(T11 +y11) a2 — 211 a3 cz118in B2

Bas = (11 +y11) a1 + = (aw11 +cz11co8B) X —by11 § +cz11sin Bz (8j) SII

(x11 — y11) az + 211 a3
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