Rh,P35 Structure:
A3B4 0P28_62_3c_4c-002
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b
Prototype P3sRhy
AFLOW prototype label A3B4_0P28_62_3c_4c-002
ICSD 43704
CCDC 1613175
Pearson symbol oP28
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A3B4_oP28_62_3c_4c-002
—~params=a, b/a7 C/av T1,21,X2,22,T3,23,T4,24,T5,25,L6,26,L7, 27

e |Orthorhombic NiyBj, [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.
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Simple Orthorhombic primitive vectors

t—al
a3
a; = aX
Ay = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3 as + 21 a3 amlfc—kiby—kczli (4¢) PI
B2 = 7(1’17%) a1+%a2+ 7@(5817%)5(4’%()?4’6(2’14’%)2 (4C) PI
(1 3) s
B; = —z1a; + %3.2 — 2z a3 —ar1 X+ %by —cz1 2 (4c) PI
B, = (q:l—i—%)al—l—iag—(zl—%)ag a(xl—l—%)fc—i—%by—c(zl—%)i (4c) PI
B = x2a1+ia2+z2a3 amfﬂ—ibfﬂ—cai (4¢) PII
Bg = f(ng%) a1+%a2+ fa(ng%)chr%berc(zQJr%)i (4c) PII
(22+3) as
B, = —x9a; + %ag — 29 a3 —axo X + %by —czZ (4c) PII
Bg = (x2+%)a1+ia2—(z'2—%)a3 a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) PII
By = T3 a +%a2+Z3a3 a:c35<+ib§/+CZ3Z (4¢) P III
Bio = —(1'3—%) a1+%a2+ —a(xg—%)i+%by+c(23+%)i (4¢) P III
(2’3 -+ %) as
Bi1 = —rza + %ag — z3a3 —ar3 X+ %by —c23% (4c) P III
Bz = (z3+3)ai+jay—(z3—3)as a(zs+3) X+ 509 —c(zs—3) 2 (4c) P III
B13 = z4a1+ia2+24a3 ax45(+iby+0242 (4C) Rh1I
By = —(za—3) ar+3a+ —a(zg— )X+ 3b9+c(zu+1i)2 (4c) Rh I
1
(21 +3) a3
Bis = —x4a7 + %ag — 2433 —axs X+ %by —c24 2 (4c) Rh1
Big = (x4—|—%) a1—|—ia2—(z4—%) as a(m—k%)&—kiby—c(z‘;—%)i (4¢) Rh1
By = Tsag + %ag + z5 as axsX + iby + cz5 Z (4¢) Rh II
Bis = — (25— 3) a1+ 2ax + —a(z5—3) X+ 309 +c(25+3) 2 (4c) Rh 11
1
(25 +3) as
Big = —T5a] + %ag — z5 as —axs X + %by —C257Z (40) Rh II
By = (1:5-#%) a1—|—%a2—(z5—%) as a(m—k%)&—kiby—c(z:;—%)i (4¢) Rh II
By, = Tgay + iag + 2 a3 axeX + iby + cz6 Z (4c) Rh III
By = — (26— 3) a1+ Jax + —a(z6—3) X+ 309 +c (26 + 3) 2 (4c) Rh III
1
(«36 + 5) as
Bos = —Tgay + %ag — Zg as —axg X + %by — C26Z (40) Rh III
Boy = (:z:6+%) a1+ia27(zﬁf%) ag a(:cGJr%)f(Jr%byfc(sz%) Z (4c) Rh IIT



B25 = z7a1+ia2+27a3 = ax75<+%b§/+cz 2 (4C) Rh IV

7
Bog = —(:m—%) al—ﬁ—%ag—ﬁ— = —a(aw—%)f(—i—%b‘—i—c(m—f—%)i (4c) Rh IV
(27 +3) a3
Byr = —x7a; + %ag — z7as = —ax7 X+ %by —c2r 2 (4c) Rh IV
Bys = (z7+3)ai+iax—(x—1)ay = a(zr+3)x+309—c(zr—3) 2 (4c) Rh IV
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