TasP Structure:
AB2_0P36_58_3¢g_6¢-001
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Prototype PTas
AFLOW prototype label AB2_0P36_58_3g_6g-001
ICSD 87507
CCDC 1647291
Pearson symbol oP36
Space group number 58
Space group symbol Pnnm

AFLOW prototype command  aflow --proto=AB2_oP36_58_3g_6g-001
--params=a, b/a, c/a, T1,Y1, T2, Y2, T3, Y3, T4, Y1, T5, Y5, T6, Y6, T7, Y7, T8, Y8, T9, Yo
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Other compounds with this structure
TasAs, TasS, ZraSe

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B = z1a; + Y1 as ar X+ by y (4g) PI
B, = —r1a; — Y1 ap —ar1 X —by1 ¥ (4g) P1
B; = (zl—f)alJr(ler 3) as+ —a(z1—3)&k+b(y1+3) 9+ 3c2 (4g) PI
lay
B, = (I1+%)a1—(y1—%)ag+%a3 a(xl—i—%)x—b(yl—f)y—i— 5CZ (4g) PI
By = Toay + Yo ag ars X + bys ¥ (4g) PII
Bg = —xg9a; — Yo as —areoX —bys § (4g) P1II
B, = ($2—*)a1+(y2+ )a2—|— a(xg—f)x—f—b(yg—i— )jf—i—%ci (4g) PII
lay
Bsg = (xg—l—%)a—(yg—%)ag—i-%ag G(I2+%)X—b(y2—*)y—|— sCZ (4g) PII
By = r3a; + ysas arzX + bysy (4g) P III
Bio = —r3a; — Yz as —ar3X —bysy (4g) P III
Bi1 = ((E3—*) a1+(y3+ ) as + (!L‘g—*) x+b(y3+ ) y—i—%ci (4g) P III
333
B = (1:3—|—%) al—(yg—%) ag—i—%ag a(a@—k%)i—b(y —%)}74—%02 (4g) P III
Bis = T4ay + yga ary X+ by, y (4g) Ta I
B = —ZTga; — Ysap —axs X —bys ¥ (4g) Ta I
Bis = —(z4—3) 311+ (ya+3) a2 + —a(zs—3) X+b(ya+3) 9+ 5c2 (4g) Ta 1
243
Big = (x4+%) (477)a2+%a3 a(z4+%)xfb(y4ff)y+ sCcZ (4g) Ta I
Bir = ZTsai + ys as ars X + bys y (4g) Ta II
Bis = —Tsa; — Ys az —arsX —bys ¥ (4g) Ta II
Bio = —(zs—3)ai+(ys+3)a+ —a(zs—2) %x+b(ys+3) 9§+ 3c2 (4g) Ta II
lay
Bag = (o5 ) (15— ) ot by oot )b DF s (Y Tn
Bo; ZTgay + Yg as axrgX + bys ¥ (4g) Ta III
By = —xga; — Yg Az —argX —bygy (4g) Ta III
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