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Prototype KyTeg

AFLOW prototype label A2B3_.0P20.62_d_3c-001
ICSD 2453

CCDC 1592346

Pearson symbol oP20

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=A2B3_oP20_62_d_3c-001
—~params=a, b/a7 C/a7 T1,21,T2,22,X3,23,T4,Y4, %4

Other compounds with this structure
Rb2T63

Simple Orthorhombic primitive vectors
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a; = axX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3as+ 21 a3 = ar1 X+ 1by +cn 2 (4c) Te I
B, = —(z71—3) ar+3as+ = —a(r1—3) X+3by+c(n1+3) 2 (4c) Te I
(1 3) 2
B; = —zia; + %ag — 21 a3 = —ar1 X+ %by —c21 2 (4¢) Te I
B, = (%1-’-%)&1-’-%&2—(21—%)33 = a(xl—i—%))‘(—i—iby—c(zl—%)i (4¢) Te I
By = Toay + iag—l—zgag = ascgf(—i—iby—i—czgi (4c) Te II
Bg = —(z2—3) a1+ 3as+ = —a(za— ) %+ 309 +c(2+3) 2 (4c) Te 11
(22+3) as
B, = —z9a; + %ag — 29 a3 = —azre X + %by —c29 2 (4c) Te 11
Bsg = (acg—l—%) a1+%a2—(22—%> ag = a(xg—l—%))‘(—i—%by—c(zg—%)i (4¢) Te 1I
By = r3a; + iag + z3 a3 = arsX + iby +cz3%Z (4c) Te III
Bio = —(z3—3) ar+3ar+ = —a(z3—3) x+3by+c(z+3)2 (4c) Te 111
(23 + %) az
Bi1 = —z3a; + %32 — 23 a3 = —axr3 X+ %by —cz37Z (4c) Te 111
Biz = (z3+3)ai+tar—(—3)a = a(zs+3) &K+3by—c(s—13) 2 (4c) Te III
Bz = Tgar +ysas + 2483 = ars X +bysy +czu2 (8d) K1
Bis = —(za— 1) ar —ysar + = —a(zg— ) X —byay+c(za+3)2 (8d) KI
(21 +3) a3
By = —zia; + (y4 + %) as — z4 a3 = —arsX+0b (y4 + %) Y —cz42 (8d) KI
Bio = (tba-(n-Ha- - af@rx-bm-Hy-cla-Hs 6y Kl
z4—3) a3
By = —rga; —ygas — 2483 = —arys X —bysy —cz4 2 (8d) KI
Bis = (Q:4+%) a1+y4a27(24f%) az = a(x4+%) §(+by4y—c(z'4f%) Z (8d) KI
By = x4a1—(y4—%) as + z4 a3 = amfc—b(y —%)y+cz42 (8d) KI
Ba = ~(u-Hat(uthat = ol DRt srelaids 60 K1
(24 + 3) a3
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