ThBC Structure:
ABC tP24 95 d d d-001

This structure originally had the label ABC_tP24_95_d_d_d. Calls to that address will be redirected here.
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Prototype BCTh

AFLOW prototype label ABC_tP24.95_.d_d_d-001

ICSD 2368

Pearson symbol tP24

Space group number 95

Space group symbol P4322

AFLOW prototype command aflow --proto=ABC_tP24_95_d_d_d-001

——params=a, c/a, T1,Y1,%1,22,Y2,22,T3,Y3, 23

e This structure is identical to ThBC in the enantiomorphic space group P4,22 #91| It was generated from that structure
by reflecting the atomic coordinates through the z = 0 plane. The ICSD entry is written for space group #91.

Simple Tetragonal primitive vectors

aj = a 5{ - a3
as = ay
ag = CZ

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = r1a; + yias + 21 a3 = ar1X+ay y+cx 2 (8d) B1
B, = —z1a; —y1az+ (21 + 1) a3 = —amX—ap y+c(zn+3) 2 (8d) B1I
Bs = —yrar +z1as+ (21 + 3) ag = —ayi X +ar1§+c(z+32) 2 (8d) B1
B, = ylal—xlag—i—(zl—i—i) as = ayli—axly—f—c(zl—i—i)i (8d) BI
B; = —z1a; +ypas — 21 a3 = —ar X+ayy—cz Z (8d) B1I
Bg = xlal—ylag—(zl—%) as = axlfc—ayly—c(zj—%)i (8d) B1
B, = y1a1+z1a2—(217%) as = ayl)A(Jraxlyfc(zlfi)i (8d) BI
Bsg = —yra; —r1ay — (zl — %) as = —aylfc—axly—c(zl — %) Z (8d) BI
By = Toay + ys as + 2o as = aro X+ aysy + czoZ (8d) CI
B = —Toa; —ysas + (22 + %) as = —aargfc—aygy—I—c(zQ + %) A (8d) Cl
Bi1 = —ysay + Toas + (22 + %) as = faygiJraxgerc(zQ + %) Z (8d) CI
B, = ygal—xgag—l—(zQ—i—i) as = aygfc—axgy—i—c(zQ—i—i) Z (8d) CI
Biz = —r2a1 + Yz a2 — 2223 = —axa X+ ays§ — cz2Z (8d) CI
By = .73231—3;2&2—(22—%) as = aargfc—aygy—c(z'g—%) 2 (8d) Cl
By = y2a1+z2a27(227%) as = ayg)“(Jraxgyfc(foi) Z (8d) CI
Big = —ypa; — Toag — (22 — %) as = —ay2 X —arsy —c (22 — %) Z (8d) CI
By = r3ay + yzas + 23 a3 = arsX+aysy +cz3 (8d) ThI
Bis = —r3za; —ysas + (z3 + %) as = —azr3X —ay3y +c (23 + %) Z (8d) Th 1
Bis = —ysa; +z3a2+ (23 + 3) a3 = —aysX+axsy+c(z+32) 2 (8d) Th1
By = ysa; — r3as + (Z3 + i) as = aysX —arsy +c (23 + i) Z (8d) Th1
By = —xz3a; +y3as — 23 as = —ar3X+aysy —cz3Z (8d) Th I
By = x3al—y3a2—(z3—%) as = azg)‘(—aygy—c(zg—% Z (8d) Th I
Bas = ysa; +azas — (23— 1) ag = aysX+azzy —c (23— 1) 2 (8d) Th1
Boy = —ysa; — r3ag — (23 — %) as = —aysX —axrsy —c¢ (23 — %) Z (8d) Th1
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