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Prototype KsoTes
AFLOW prototype label A2B3_0P20.62_d_3c-001
ICSD 2453
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

https://aflow.org/p/GCVK
https://aflow.org/p/A2B3_0P20_62_d _3c-001

AFLOW prototype command aflow --proto=A2B3_oP20_62_d_3c-001

—Tparams=a, b/a» C/a7 T1,21,%2,22,T3,23, T4, Y4, 24

Other compounds with this structure
Rb2T63

Simple Orthorhombic primitive vectors

a; = aXx
ag = by

ag = CZ



https://aflow.org/p/GCVK
https://aflow.org/p/A2B3_oP20_62_d_3c-001

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—I—iag—i—zlag = amlfc—kiby—kczli (4¢) Te I
B2 = 7(1’17%) a1+%a2+ = 7@(5817%)5(4’%()?4’6(2’14’%)2 (4C) Te I
(21+3) as
B; = —zi1a; + %ag — 2z a3 = —ar1 X+ %by —cz1 2 (4c) Te I
By, = (q:l—i—%)al—l—iag—(zl—%)ag = a(xl—l—%)fc—i—%by—c(zl—%)i (4c) Te I
Bs; = Toay —|—ia2—|—z2a3 = angc—kiby—kczgi (4¢) Te 11
Bg = f(ng%) a1+%a2+ = 7a($27%)5(+%by+c(22+%)2 (4c) Te 11
(22+3) as
B, = —x9a; + %ag — 29 a3 = —axo X + %by — 2 Z (4c) Te 11
Bg = (l‘g—l—%) al—l—iag—(zQ—%) as = a(xg—l—%))’\(—i-%by—C(Zg—%)i (40) Te 11
By = r3a + %az + z3 ag = ax3X + iby + cz3 Z (4¢) Te I11
Bio = —(1'3—%) a1+%a2+ = —a(xg—%)i+%by+c(23+%) Z (4c) Te II1
(2’3 + %) as
By1 = —x3a + %ag — 23 a3 = —axr3X + %by —cz3Z (4c) Te 111
B12 = (3}‘34—%) a1—|—ia2—(z3—%) as = a(xg—l—%)fc—kiby—c(%—%) Z (40) Te 111
B13 = T4 ay + Yg A2 + z4 a3 = CL.CC4)A( + by4y + czq Z (Sd) KI
By = —(m—%) a; —ysas + = —a(x4—%))‘<—by4y+c(24+%)2 (8d) KI
(2a+3) as
Bis = —zga1 + (ya+ 3) a2 — 2423 = —azsX+b(ya+3) §—czuz (8d) KI
Big = (m—&—%)al—(y—%)ag— = a(m—!—%)fc—b(y—%)y—c(z—%)i (8d) KI
(21— 3) a3
By = —x4a] —Ysgag — 24 a3 = —ax X —bysy —cz4 2 (8d) KI
Bis = (m—l—%) a1+y4a2—(24—%) a3 = a(m4+%)i+by4y—c(24—%) Z (8d) KI
Big = x4a1—(y4—%) as + 24 a3 = ax4§<—b(y4—%) Y+ cz4Z (8d) KI
Bao = (-} at(utd)mt - —ale-) xeb(utd) gre(ad)s () K
(24 +3) as
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