SmsGey Structure:

A4B5 0P36 62 2cd ¢2d-001
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/D2UR)

https://aflow.org/prototype-encyclopedia/A4B5_0P36_62_2cd_c2d-001
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aflow --proto=A4B5_oP36_62_2cd_c2d-001
—~params=a, b/CL, C/a7 T1,21,%2,22,T3,23,T4,Y4,24,T5,Y5,25,T6, Y6, 26
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Other compounds with this structure

Ba5P4, Ba5Sb4, Ce5Ge4, Ce5Ir4, C€5Pb4, Ce5Rh4, Ce5Sn4, Dy5Ge4, Dy5Pb47 DY5Pt4, Dy5Si4, Dy5Sn4, EI‘5GG4, EI"5G€4,
EI‘5Pb4, EI‘5P“E47 Er5Si4, Eu5Pt4, Gd5Ge4, Gd5Pb4, Gd5Rh4, Gd5Si4, Grd5SIl47 HO5F€4, HO5G€4, I{Og)pb47 HO5Pt4, HO5Si4,
H05P1147 La5Ge4, Last4, La5Rh4, Lu5Ge4, LU5Pt4, 1\1(15(}647 1\Id5Pb47 Nd5Rh4, Nd5Si4, Nd5SH4, PI‘5G€4, Pr5Pb47 PI‘5SH4,
PrsRhy, Puslry, ScsGey, SmsGey, SmsPby, SmsRhy, SmsSiy, SmsSny, SrsPby, SrsPty, ThsGey, TbsPby, ThsPty, ThsSiy,
Tb58n4, Tm5Ge4, Tm5Pb4, ng,Pt4, Y5Ge47 Y5Pt4, Yv58147 Y5Sn4, Yb5AL14, Yb5Ge4, Yb5Pt4, Yb5Si47 Yb5SD4

Simple Orthorhombic primitive vectors

Bl

ay; = aX

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—l—iag—I—zlag = amlk—k%by—kczli (4c) Gel
B2 = 7(1’17%) a1+%a2+ = 70,(5817%)5(4’%()?4’6(214’%)2 (4C) GeI

(1 3) s
B = —zi1a; + %ag — 21 a3 = —axr1 X+ %by—czli (4¢) Gel
By, = (atl—i—%)al—l—iag—(m—%)ag = a(wl—l—%)f{—i—%by—c(zl—%)i (4c) Gel
B = Toay +ia2+z2a3 = amfﬂ—ib)‘ﬂ—cai (4¢) Ge II
Bs = —(z2—3) a1+ 2ay + = —a(z2—3) X+ 309 +c(2+3) 2 (4c) Ge II

(22+3) as
B = —T9a; + % as — 2o as = —axre X + %by —c29% (4c) Ge I1
Bg = (l‘g—l—%) al—l—iag—(zg—%) as = a(xg—l—%))’\(—i-iby—C(Zg—%)i (40) Ge II
By = z3a1+%a2+z3a3 = ax35<+ib§f+cz32 (4¢) Sm 1
By = —(z3—3) ar+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4c) Sm I

1

(23 +3) as
Bi1 = —x3a; + % as — z3 a3 = —ax3 X+ %by —cz3Z (4c) Sm I
B = (Z‘g—F%) al—l—iag—(zg—%) as = a(xg—l—%)fc—kiby—c(%—%)i (40) Sm I
Bis = Trqa; +Ygaz + z4a3 = ars X +bysy + cz4 2 (Sd) Ge III
Bua = — (w4 —3) a1 —ysaz + = —a(zs—3) X—bya§+c(zut3)2 (8d) Ge 111

(za+ %) a3

2

Bis = —x4a; + (y4 + %) as — 24 a3 = —axaX+0b (y4 + %) V—c27Z (8d) Ge III
Big = (x4+%)a1—(y4—%)a2— = a(m—!—%)i—b(y4—%)§7—c(z4—%)2 (8d) Ge III

zZ4 — 5 as
By = —x4a] —Ysgag — 24 a3 = —ax X —bysy —cz4 2 (8d) Ge III
Bis = (zs4+3) aityar—(u—3)as = a(zs+3) K+bpuy—c(za—1)2 (8d) Ge ITI
Big = Tqay — (y — %) as + 24 a3 = amfc—b(y — %) V4242 (8d) Ge III



By = 7(1:47%) a; + (y4+%) a+ = -—a (x4f %) }‘(+b(y4+%) y+c (Z4+%) Z (8d) Ge III

(24+3) as

B = Tsay + Ysas + 25 as = arsX +bysy +cz52 (8(21) Sm 11

By = —(:%—%) a; —ysag + = —a(x5—%)&—by5y+c(25+%) Z (8d) Sm II
(25 + %) as

B23 = —T5a; + (y5 + %) ag — Z5ag = —alx X + b (y5 + %) y — CZ5 Z (Sd) Sm II

Bas = (zs+dai—(ys—L)a— = a(@zs+d)%x-b(ys—2)y—c(es—-3)2 (8d) Sm II
Z5 — 3 as

By = —Irsa; —yYsas — 25 ag = —arsX—bys ¥ —cz5Z (8d) Sm 11

B26 = (1‘54—%) a1+y5a2—(z5—%) as = a(%—&—%) )A(+by5y—c(25—%) Z (8d) Sm IT

By = Tsa; — (y5 — %) as + z5as = arsX —b (y5 — %) V4 cz52 (8d) Sm II

Bas = —(zs—3)ai+(ys+3)as+ = —a(zs—3)%+b(ys+3) I+c(z+3)2 (8d) Sm II
(2’5 + %) as

By = Tgay + yYg as + 2 as = argX + bygy + czg Z (8d) Sm III

B3y = — (1‘6 - %) a; — Ygas + = —a (.2?6— %) k—bygy+c(ze+%) Z (8d) Sm III
(o + 3) 2

B31 = —ZTgal + (yﬁ + %) Az — Zg as = —aZTg X+b (y(,‘ + %) y — CZg Z (8d) Sm III

By = (ze+d)ai—(ys—2)a— = a(zs+2)%x—blye—2)9y—c(z—3)2 (8d) Sm III
zZ6 — 3 as

B33 = —TegdAdl — Yg Az — Zp A3 = —QTg X — by(; y — CZg Z (Sd) Sm III

B34 = (.7364—%) a1+y6a2—(26 — %) as = U,($6+%) fc+by6y—c(z6— %) Z (8d) Sm III

Bss = zgar — (Yo — 3) az + 26 a3 = areX —b(ye — 3) § +cz 2 (8d) Sm III

Bsg = —(z6—3)ai+(we+3)as+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) Sm III
(26 + %) as
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