EusO,4 Structure:
A3B4 oP28 62 _3c_4¢-003
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Prototype EuszOy4

AFLOW prototype label A3B4_0P28_62_3c_4c-003
ICSD 631473

CCDC 1754473

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=A3B4_oP28_62_3c_4c-003
--params=a, b/a, c/a, T1, 21, Ta, 22, T3, 23, T4, 24, T5, 25, T6, 26, T7, 27
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Other compounds with this structure
Mn304, Yb304, Yb38€4

e This is the binary form of the ternary BisPbS, and the quaternary FeSbBiS, structures. We chose it as the prototype as
it is the earliest entry for this class in the ICSD.

e (Rau, 2007) put this structure in the Pnam setting of space group #62, but the ICSD gives the entry in the standard
Pnma setting.

e |Orthorhombic NiyBs, [RhsP3, and EuzO4 have the same AFLOW prototype label, A3B4_0P28_62_3c_4c. They are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.

Simple Orthorhombic primitive vectors

a3
LaZ
al
a; = aX
a2 = by
as = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = X a1+iag+z1a3 = axlfc—l—%by—kczli (40) Eul
B, = —(r1—3) ar+3a+ = —a(z1—3) x+3by+c(n+3)2 (4c) Eul
(11 4) s
B; = —zi1a; + %32 — 21 a3 = —ar1 X+ %by—czli (4¢) Eul
By, = (ml—i—%)al—l—iag—(zl—%)ag = a(wl—l—%)f{—i—%by—c(zl—%)i (4c) Eul
Bs = Toaj + iag—i-Zgag, = al‘g)’\(—F%by—i—CZgi (40) Eu II
BG = 7(1’27%) a1+%a2+ = 70,(5827%)5(4’%()?4’6(224’%)2 (4C) EUII
(22+3) as
B, = —T9a; + % ar — zp a3 = —azre X+ %by —c29% (4¢) Eu II
Bsg = (3724—%) a1+iag—(z2—%) az = a(xg—l—%)f(—i—%by—c(zg—%)i (4c) Eu II
By = rza + i as + z3 ag = arsX + %by + cz3%Z (4¢) Eu III
Bl() = 7(1’37%) a1+%a2+ = 7@($37%)X+%by+6(23+%) 2 (4(?) Eu III
(2’3 -+ %) as
B = —z3a; + % ap — z3 as = —ar3 X+ %by —c23% (4c) Eu III
B> = (1‘34—%) al—l—iag—(z;),—%) as = a(xg—l—%)fc—i-%by—c(z;;—%) Z (40) Eu III
B13 = .174&14’%&24—24&3 = ax45<+%b§f+cz42 (4(3) Ol
By = f(x4f%) a1+%a2+ = fa(x4f%)5<+%by+c(z4+%)i (4c) Ol
(21 +3) as
Bis = —x4ay + %ag — 2433 = —axs X+ %by —cza 7 (4c) 01
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Big = (z4+%)a1+%a27(z 7%)83 = a(:c4+%) +%byfc(24f%)2 (4¢) Ol
By, = x5a1—|—ia2+z5a3 = axm‘c—l—iby—l- 25 Z (4c) O1II
B = - Hatdus =l Yredgeceds g9 o
(25 + %) as
By = —x5a) + %ag — 25 as = —axs X + %by —cz5 7 (4¢) OII
By = (m5+%) a1+ia27(z57%) az = a(x5+%)5(+ibyfc(25f%)2 (4¢) OlII
By = Teag + iag + zg as = argX + %by + cz6 7 (4¢) O III
B = —(z6— 3) a1+ 3as + = —a(zg—3) X+ 3by+c(z+3) 2 (4c) O III
(26 + 3) as
Bos = —Tga; + %ag — zg as = —argX + %by —Cc262 (4¢) O III
Bays = (z6+3)aititar— (-3 as = a(ze+3) X+309—c(2—3) 2 (4c) O III
By = Tra; + iag + z7 ag = ar7X + %by + cz27 Z (4c) o1V
Bas = —(zr—3) ar+3as+ = —a(zr—3) X+ 3by+c(zr+3) 2 (4c) o1v
(27+3) a
By = —x7ag + %ag — 27 a3 = —ax7X + %by —czrZ (4¢) o1V
Bes = (z7+3)ait+itar—(r—3)as = alzr+3) &+3by—c(er—13) 2 (4c) 01V
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