GdsAly, Structure:
A2B3_tP20.102_2¢_b2¢-001

This structure previously used the label(s) A2B3_tP20.102_2c_b2c. Calls to these addresses will be redirected here.
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Prototype Al,Gds

AFLOW prototype label A2B3_tP20.102_2¢_b2c-001
ICSD 57869

CCDC 1621909

Pearson symbol tP20

Space group number 102

Space group symbol Pdsnm

AFLOW prototype command aflow —-proto=A2B3_tP20_102_2c_b2c-001
--params=a, ¢/a, 21, T2, 22, T3, 23, T4, 24, T5, 25

Other compounds with this structure
DygAIQ, EI‘31A127 HO3A12, TbgAlQ, Y3AA127 ZI‘3A12
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e We have added the reference to (Baenziger, 1964), which has the description of this structure.

e Space group P4sonm #102 allows an arbitary placement of the origin of the z-axis. We choose this so that z; = 1/2 for
the Gd-I atom. This represents a shift of 0.017¢ from the origin of (Baenziger, 1964).

e (Buschow, 1965) says that the prototype for this structure is ZrsAls, but note that there is a competing ZrsAl, structure
in lin the centrosymmetric space group P4s/mnm #136.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ay+ 2 a3 = lay+enz (4b) GdI
B, = las+ (214 1) ay lay+c(za+3)2 (4b) Gd1I
B; = lai+(z21+3)ay lak+c(zn+3)2 (4b) Gd I
B, = 3ai+ 21 a3 = saX 4+ cz 2 (4b) Gd1I
Bs = Toal + Tpas + 29 a3 = axo X+ arsy + c202 (4¢) All
Bg = —Toaj] — To Ay + 29 a3 = —aroX —axey +c20Z (4¢) All
Br = —(z2-3)ar+(z2+3)a+ = —a(za—3)%+ta(z2+i)9+c(a+3)z (4o All
(224 1) g
Bs = (xg—l—%)al—(xg—%)ag—k = a(atg—i—%))“(—a(acg—%)y—&—c(z'g—ké)i (4c) All
(22 +3) as
By = r3a] +r3as + z3as = ar3X + ar3y + cz3 Z (4¢) AlTI
By = —x3a; — T3as + 23 a3 = —ar3X —ax3y + cz3 Z (4¢) Al Tl
Bi:1 = - (xg — %) a; + (xg + %) a+ = -—a (xg — %) X+a (.’L‘g + %) y+c (Zg + %) Z (4c) Al Tl
(z3 + %) ag
B = (x3—|—%)a1—(m3—%)ag+ = a(m3—|—%)i—a(m—%)&ﬁ—c(zg—k%)i (4¢) AlTI
(23+3) as
Bz = Tga1 + 2489 + 2423 = axsX+arsy +cz4 2 (4c) Gd II
By = —T4a; — Tga + 24a3 = —axTsX —axsy + c24 Z (4c) Gd II
Bis = —(ma—3)a+(ma+3)a+ = —a(@a—3) %+a(za+3)y+c(u+3)z (4o Gd II
(24 + 3) a3
Big = (x4—|—%)a1—(x4—%)a2+ = a(u—l—%)i—a(u—%)y—&—c(z‘l—k%)i (4¢) Gd II
(21 +3) as
B¢y = Tsa + T5as + 25 a3 = axsX+arsy + cz52 (4¢) Gd II1
Bis = —Zsa] — Ty as + 25 as = —azr5X — axsy + c25 % (4c) Gd II1
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Big = — (x5 — %) a; + (9:5 + %) as + = —a (a;s — %) X+a (:c5 + %) y+c (25 + %) Z (4¢) Gd III

Bzg = (x5+%)a1—(x5—%)a2+ = a(x5+§)>2—a(:r —%)}‘H—c(zs—k%)i (40) Gd III
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