TasSo Structure:
A2B3_0C40_.39_2d_2¢2d-001

This structure originally had the label A2B3_0C40_39_2d_2c2d. Calls to that address will be redirected here.
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Prototype SoTag

AFLOW prototype label A2B3_0C40-39_2d_2¢2d-001
ICSD 71143

Pearson symbol 0C40

Space group number 39

Space group symbol Aem?2

AFLOW prototype command aflow --proto=A2B3_o0C40_39_2d_2c2d-001
—~params=a, b/a7 C/Cl, T1,21,%2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,T6, Y6, 26

Base-centered Orthorhombic primitive vectors

a; = aX
az = %by—%ci
ag = %by—k%ci

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = al—(zl — i) a2+(21 +i) ag = axli—i—%by—i—czli (4c) Ta I
B, = —xr1a — (zl — %) as + = —ax1 X+ %by +cz1 2 (4c) Ta I
(214 3) ag
Bs = o alf(ZQ - %) ag+(22+ i) a3 = ars X + %berczQi (4¢) Ta 11
B, = —T9a; — (22 — %) ap + = —azre X+ %by +c29Z (4c) Ta II
(24 1) a3
Bs = az3a;+(ys —23) as+(yzs +23) a3 = arsX +bys y + cz3% (8d) ST
Bsg = —zga; — (ys + 23) as — = —ar3X —bysy +cz3% (8d) S1I
(y3 — 23) a3
B, = xgal—(yg—i—z;g—%) as + = angc—b(y —%)y—f—czgi (8d) S1I
(—ys+ 23+ 1) a3
Bg = —x3a1+(y3—z3+%) as + = —aacgfc—&—b(yg—i—%) Y +cz3Zz (8d) SI
(y3 + 23+ %) ag
By = wxjai;+(ys—24) as+(ys+24) a3 = ary X +bysy + cz4 7 (8d) S1I
Bio = —zga; — (ys + 24) ag — = —ax X —bys ¥y +cz4 2 (8d) S1II
(ya — 24) a3
Bi1 = ;C4a1—(y4—|—z4—%) as + = aa:45<—b(y4—%) ¥y +cziZ (8d) S1I
(—y4 + 24 + %) as
Bis = —zqay+ (ys— 24+ 3) as + = —azsX+b(ya+3) 9+ czz (8d) S1II
(va+ 21+ 3) a3
Bis = wsa;+(ys — 25) as+(ys +25) a3 = ars X +bys § + cz5 2 (8d) Ta III
By = —x5a; — (ys + 25) ag — = —arsX —bys ¥ +cz52 (8d) Ta I1I
(ys — 25) a3
Bis = Tsa, — (y5—|—25 - %) as + = aa:5§<—b(y5 - %) y+czsZ (8d) Ta III
(—ys + 25+ 1) a3
Big = —zsa1+ (ys — 25+ 3) a2 + = —azsX+b(ys +3) §+ 252 (8d) Ta III
(y5 + 25+ %) as
Bir = zga1+(ys — 26) as+(ys + 26) a3 = argX + bysy + czg Z (8d) Ta IV
Bis = —zga; — (ys + 26) ag — = —argX —byg ¥ + cz6 Z (8d) Ta IV
(Y6 — 26) a3
By = zga; — (Yo +26 — 3) az + = areX —b(ye — 3) § +cz 2 (8d) Ta IV
(—y6 + z¢ + %) as
Boy = —Trgai + (yg —z6 + %) as + = —argX+0b (y6 + %) Y +cz (8d) Ta IV

(l/6+26 + %) ag
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