AuyZr Structure:
A4B 0P20.62_4c_c-001
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Prototype AuyZr
AFLOW prototype label A4B_0P20.62_4c_c-001
ICSD 58631
CCDC 1622637
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

AFLOW prototype command  aflow --proto=A4B_oP20_62_4c_c-001
--params=a,b/a,c/a, 1,21, 2, 22, T3, 23, Ta, 24, T5, 25
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Other compounds with this structure
AU4Hf

e (Stolz, 1952) give this structure in the Pbnm setting of space group #62. We used FINDSYM to transform this to the
standard Pnma setting.

e They also gave distances in “kX” units. We used the factor 1.00202 to convert kX to Angstréms. (Wood, 1947)

Simple Orthorhombic primitive vectors

a3

272 N
B
a; = aXx
az = by
ag = cZ
N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = x1a1+%a2+zla3 = a$15{+iby+62’12 (4(?) Aul
B, = —(:El—%) al—s—%ag—&— = —a(xl—%)fc—i—%by—i—c(zl—f—%)i (4c) Aul
(2’1 + %) as
B; = —r1a; + % as — 21 a3 = —ax1 X+ %by —cz1 Z (40) Aul
B, = (z1+%)a1+ia2—(z1—%)a3 = a(x1—|—%)5c—|—%b§f—c(zl—%)2 (4¢) Aul
By = x2a1+%a2+22a3 = axg)*(JriberczQZ (4¢) Au I
Bsg = —(z2—3) ar+3a+ = —a(za—3) X+ 3by+c(za+3) 2 (4c) Au Il
(12 + 1) g
By = —Toay + % as — 22 a3 = —axo X + %by —C29 7% (40) Au Il
BS = (£E2+%) a1+ia2—(22—%) as = a(.ﬁE2+%)§(+%byfc(2’27%)2 (4C) Au 1l
By = r3a + i ar + z3 a3 = ax3 X + iby + cz23 % (4¢) Au III
B = —(z3—3) ar+3as+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) Au III
(24 1) g
B11 = —r3a; + i Az — Z3 as = —axrs X+ %by — Cz3 V7 (4(}) Au IIT
B12 = (QJ3+%) a1+%a2—(23—%) as = a<$3+%))’i+iby76(237%) Z (4C) Au III
Bz = Tia; + %324—24&3 = ars X + %by—i—czzli (4c) Au IV
B4y = —(m—%) al—&—%ag—&— = —a(m—%)f{—i—%by—i—c(&;—i—%)i (4c) Au IV
(24 + %) as
Bis = —z4ag + % as — z4 a3 = —azrs X+ %by —C2 Z (4¢) AulV
Big = (x4+%) a1+ia27(z4f%) az = a(ac4+%)5<+%byfc(z4f%)i (4¢) Au IV
By = Tsa; + ia2+z5a3 = ax5i+%by+cz5i (4¢) 7r 1
Bis = —(l‘()—%) al—&—%ag—&— = —a(x;,—%)fc—i—%by—kc(%—i—%)i (40) Zr 1
1
(25 +3) as



Blg = —T5a + % Ay — Z5as = —axs X+ %by — CZ5 Z (4C) Zr 1
By = (xg,—l—%) a1+ia2—(z5—%) a3 = a(x5+%)i+iby—c(z5—%)2 (4c) 7r 1
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