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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

Rh3S,

A3B4.mC42_12_ahij_2i2j-001
410813

1726572

mC42

12

C2/m

aflow --proto=A3B4_mC42_12_ahij_2i2j-001
—~params=a, b/a7 C/a7 67 Y2,T3,23,T4,24,T5,25,T6,Y6,26, L7, Y7, 27, T8, Y8, 28

Other compounds with this structure

Rh3 Se4
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e This is a laboratory produced sample. The minerals kingstonite, (Rh,Ir)sS,, and zaykovite, (Rh,Pt,Ir)3(Se,S)4, are
naturally occuring compounds with this structure. (Belogub, 2023)

Base-centered Monoclinic primitive vectors

a2
>-'a3
al
a; = %afc — %by
az = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 - 0 (2a) Rh I
B, —ysa; + ysas + %ag = %ccosﬂ)‘(eryger %csinﬂi (4h) Rh 1T
Bs Yo — Yo as + %ag = %ccosﬁfc—bygy—l— %csinﬁi (4h) Rh II
B4 T3a, + r3ag + z3as = (axs + czzcos f) X+ czgsin Sz (4i) Rh III
B5 —X3a] —Tzaz — 2343 = — (Cl.]?g + cz3 cos 6) X — Cz3 sin,B Z (41) Rh III
Bg Tga1 + 2489 + 2423 = (axy + cz4co8B) X+ cz48inf 2 (4i) S1I
B~ —T4a] — T4ay — 24 A3 = —(azy 4+ cz4co8B) X — cz48in f 2 (4i) S1I
Bs Tsay + T5ag + 25 as = (axs + czscos f) X+ czssin Sz (4i) S1I
Bg —TzaA] — TyzaAz — Z5a3 = — ((II5 + cz5 cos ﬂ) X — CZs sinﬁ Z (41) S1II
Bio (w6 —ys) a1+ (w6 +ys) a2+ = (awg+czgcosB) X+ bys § + cz6sin S 2 (8)) Rh IV
Zg as
B1: —(z6+uys) a1 — (6 —ys) a2 — = —(axe+czgcosf) X+ bysy — czgsin S 2 (8j) Rh IV
Zg A3
B2 —(z6 —ye) a1 — (26 +ys) a2 — = —(awe+czecosfB) X —bys ¥ — czesinf2 (8j) Rh IV
Zg A3
Bis (6 +ys) a1 + (26 — ys) a2 + = (axg + czgcos B) X —byg ¥ + czgsin 5z (8) Rh IV
Zg A3
B4 (@7 —yr) a4+ (w7 +y7) a2+ = (awr+czrcosf) X+ byr § + carsin B2 (8)) S I
27 ag
Bis —(z7+yr)ar —(z7 —yr) aa— = —(ax7r+czrcosf) X +byr § — carsin B2 (83) S III
Zrag
Bie — (w7 —yr) a1 — (w7 +yr) aa — = —(awy+czrcosfB) X —byr § — czrsin B2 (8) S III
Zrag
B~ (w7 +y7) ar + (27 —yr) a2+ = (az7 + czrcos B) X — byr § + cz7sin B2 (8) S I
Z7as
Bis (s —ys) a1 + (rs + ys) as + = (axg + czgcos B) X+ bys § + czg sin B2 (8j) S IV
zZg as
B —(zs+ys)ar —(zs —ys) a2 — = —(aws+cascosf) R+bysy — cagsinf2 (8)) S IV

Zg a3



B20 = — (Ig — yg) a; — (CCS + ys) ags — = — (CLIS + Czg COS 6) X — bys y — CZg Sinﬂi (8]) SIV
Zg as

By = (s +ys) a1 + (xg — ys) azs + = (axs + czgcos B) X —bys§ + czgsin 52 (8j) SIV
Zg as
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