TasS Structure:
AB2 0P36_57_ce_2d2e-001
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Prototype STas

AFLOW prototype label AB2_0P36_57_ce_2d2e-001
ICSD 26184

CCDC 1601617

Pearson symbol oP36

Space group number 57

Space group symbol Pbem

AFLOW prototype command  aflow --proto=AB2_oP36_57_ce_2d2e-001
—~params=a, b/a7 C/ay T1,T2,Y2,T3,Y3,T4,Y4,24,T5,Y5,25,T6,Y6, 26
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o We use the Cu Ka data from (Franzen, 1969).

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 5 a = ary X+ 1by (4c) SI
B, = —xlal—l—%ag—l—%ag = —axl)“(—k%by—k%ci (4¢) S1I
B = —zia; + % a = —ar1 X+ %by (4¢) S1I
By, = xlal—&—iag—&—%ag = axli—l—iby—i—%ci (4c) S1
B; = Taa; + yoaz + 1 as = azo X+ by2 § + e (4d) Tal
Bsg = —Toa; —yoas + %ag = —aroX — by y + %ci (4d) Ta I
B = —mgal—l—(yg—i—%) a2—|—%a3 = —a;vgfc—i—b(yg—}—%) y—kici (4d) Ta I
Bg = xgal—(yg—%) ag—i—%ag = cwczf(—b(y —%)y—&—%ci (4d) Ta I
By = r3a; + ysas + iag = arz3 X+ bysy + ici (4d) Ta II
B = —x3a; —ysas + % as = —ar3X —bysy + %ci (4d) Ta II
B = —z3a; + (y3 + %) as + %ag = —ar3X+0b (y3 + %) v+ ici (4d) Ta II
B, = Tza; — (yg—%) ag—i—%ag = cwcgfc—b(yg,—%) y—&-%ci (4d) Ta II
Bz = Tyay +ysas + 24 ag = ary X +bysy + cz4 Z (8e) SII
By = —zqa; —ysas+ (24 + 1) as = —azs X —bys g +c(za+3) 2 (8e) SII
B = —rga; + (y4+%) as — = —ax4)‘<+b(y4+%) y—c(24— %) Z (8e) S1II
(22— 3) as
Big = Tiaq — (y4— %) as — 24 a3 = aa:45<—b(y4— %) Y —cz4Z (8e) S1I
By, = —rga; —ygap — 2483 = —ary X —bysy —cz4 2 (8e) S1I
Bis = rqa; +ygas — (z4 — %) as = axsX+bysy—c (24 — %) Z (8e) S1II
By = m4a1—(y4—%) a2+(24+%) ag = ax4ﬁ—b(y4—%)y+c(24+%)i (8e) S1I
By = —x4aq + (y4 + %) as + 24 a3 = —axaX+0b (y4 + %) V+czZ (8e) S1I
By, = Tsay + ysas + 25 as = ars X + bys y + cz5 Z (8e) Ta III
B2z = —w5a; —ysaz + (25 + 3) as = —ars X —bys§ +c(z+3) 2 (8e) Ta III
Bos = —rsa; + (y5 + %) as — = —axsX+0b (y5 + %) vy—c (25 — %) Z (8e) Ta III
(25— 3) as
Boy = z5a; — (ys — 3) az — 25 a3 = avsX —b(ys — 3) § — cz5 2 (8e) Ta I11
Bes = —Ts5a; — Ysaz — 25 ag = —ar5 X —bys ¥ —cz52 (8e) Ta 111



Bag = zsa; +ysas — (25 — 3) ag = arsX+bys § —c (25 — 1) 2 (8e) Ta III
Ber = azsai—(ys— 1) ax+(z+3) a3 = arsX—b(ys —3) §+c(z+1) 2 (8e) Ta III
Bos = —rsa; + (y5 + %) as + 25 as = —axs5X+0b (y5 + %) v+ 25z (8e) Ta III
By = Tgay + Y as + 2g as = argX + bygy + czg Z (8e) Ta IV
B3y = —Tga; — Ygas + (z6 + %) as = —axgX —bygy +c¢ (Zﬁ + %) Z (8e) Ta IV
B3, = —zga; + (ya + %) as — = —axgX+0b (ya + %) y—c (26 — %) Z (8e) Ta IV
(26 — 3) a3
B3, = Tga, — (yg — %) as — 26 as = aajgfc—b(y6 — %) Y —czZ (8e) Ta IV
Bss = —ZTgal — Yo Az — 26 a3 = —azeX — bye ¥ — cz6 2 (8e) Ta IV
B3y, = Tgay + Y az — (26 — %) as = axgX +bysy —c (26 — %) Z (8e) Ta IV
Bass = wzgai—(ys— 1) ax+(z+3) a3 = argX—b(ye—3) §+c(z+ 1) 2 (8e) Ta IV
B3 = —xga) + (yg + %) as + 26 as = —axgX+0b (yg + %) V+c26Z (8e) Ta IV
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