VPCly Structure:
A9IBC_0C44_39_3c3d_a_c-001

This structure previously used the label(s) A9BC_oC44_39_3c3d-a_c. Calls to these addresses will be redirected here.
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AFLOW prototype label A9BC_0C44_39_3c3d_a_c-001
ICSD 1047

CCDC 1591256

Pearson symbol oC44

Space group number 39

Space group symbol Aem?2
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AFLOW prototype command aflow --proto=A9BC_oC44_39_3c3d_a_c-001

——para.ms=a,b/a,c/a,z1,x2, 22,X3,23,T4,24,T5,25,L6,Y6, 26, L7, Y7,27, T8, Y8, 28

Base-centered Orthorhombic primitive vectors

aZ/‘\a3
a; = aX
az = %by — %ci | 1
ag = %by + %cﬁ )
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1a + 21 a3 cz1 Z (4a) PI
B: = —(xn—3)ax+(z1+1)as 309 +cxn 2 (4a) PI
Bs = ma—(2—1) a+(x+1i)as ara X+ 1by +c2n2 (4c) Cl1
B, = —T9a; — (22 - %) as + —ara X + %by + c20 7 (4c) Cll
(224 1) as
B; = xgal—(zg— i) ag—&—(z;;—l—i) as axgi—i—%by—i—cz;;i (4c) Cl1I
Bg = —Tr3a; — (23 — %) a; + —ar3 X+ %by +cz3%Z (4c) ClII
(23+3) ag
B = a4 a17(24 — %) a2+(24+ i) as ars X + %by+0242 (4¢) Cl III
Bsg = —z4a; — (24 — %) ap + —ars X+ %by +cz4 7 (4¢) Cl III
(z4+3) a3
By = a?5al—(z5—%) a2+(z5+%) as asr:55(+%b§f+cz5i (4c) Vi
B = —T5a) — (z5 - %) as + —axs X + %by + cz5 Z (4¢) Vi
(25 + %) az
Bi1 = zgai+(ys — 26) as+(ys + 26) as axe X + by y + cz¢ Z (8d) Cl1v
B, = —zga; — (ys + 26) ag — —axgX —byey +cz6 2 (8d) Cl1V
(Y6 — 26) a3
Bz = xﬁal—(y6+26_%) as + aargfc—b(yg—%)y—i—czgi (8d) Cl1v
(—ys + 26+ 1) a3
By = —wear+ (yo—2+3) az+ —argR+b(ys+3) ¥+ cz (8d) Cl1V
(y6 + z¢ + %) as
Bis = zra;+(yr — 27) as+(yr + 27) as axr7 X+ by ¥ + c27 (8d) clv
Big = —x7a; — (y7 + 27) ag — —ar7 X —by; y +czr Z (8d) ClV
(y7 — 27) a3
By = zra; — (yr+27— %) ax + arrx—b(yr — 3) § +cxi (8d) ClvV
(*y7 + 27+ %) as
Bigs = —zra1+ (yr—2r+3) a2 + —azrX+b(yr+3) §+czr (8d) Clv

(y7+27+ %) ag



Blg = s a1+(y8 728) a2+(y8 +ZS) as = ax8i+by8y+cz82 (Sd) Cl VI

By = —zga; — (ys + zs) as — = —axgX —bysy +czz2 (8d) Cl VI
(ys — 28) a3
By = l‘gal—(yg—i-Zg—%) as + = angc—b(y —%)Sf—i—czégi (8d) Cl VI
(—ys + 28 + %) as
By = —xgay + (y8728+%) as + = *CLZEs)A(+b(y8+%) ¥+ c22 (8d) Cl VI

(y8+28 + %) as
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