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AFLOW prototype command aflow --proto=AB2_oP36_58_3g_6g-001

——para.ms=a,b/a, C/a,wh Y1,%2,Y2,23,Y3,T4,Y4,T5,Y5, L6, Y6, L7, Y7, L8, Y8, L9, Y9

Other compounds with this structure

TasAs, TasS, ZraSe

Simple Orthorhombic primitive vectors
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a; = aX
az = bY
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Y1 as ar1 X+ by y (4g) PI
B, = —r1a; — Y1 az —ar1X —by1 y (4g) P1I
Bs = —(m1—-3)ai+(pn+i)a+ —a(z;— %) X+b(p+3) §+3c2 (4g) PI
223
B, = (x1+%)a1—(y1—%)a2+%a3 a(m1—|—%)§c—b(y1—%)y+%ci (4g) PI
Bs = Taay + Yo ag are X+ bys y (4g) P1II
Be = —T2a; — Y2 a2 —az2 X —by2 ¥ (4g) P II
By = —(22—3) a + (y2+ 3) a2 + —a(wve—3) X+b(y2+3) §+3c2 (4g) PII
243
Bsg = (x2+%)a17(y27%)a2+%a3 a(z2+%)§<fb(y27%)y+%ci (4g) PII
By = r3a; + y3as ax3X + bysy (4g) P III
Bio —x3a; — Y3 as —arsX —bysy (4g) P III
Bu = —(zz—g)at(y+s)at —a(v3—3) X+b(ys +3) ¥+ 502 (4g) P 111
243
Bus — (oatd) o (- 3) ot by oot Db y+ies Gy P
Bis = Taa1 + Y az ary X +bys y (4g) Ta I
B4 = —Tga; — Ysap —arsX —bysy (4g) Tal
Bis = —(za—3) a11+ (ya+3) as+ —a(za—3)X+b(ys+3) 9§+ 3c2 (4g) Tal
283
Bie = (za+3)a1—(ya—3)ax+ias a(ra+35) XK—b(ya—35) ¥+ 3¢2 (4g) Tal
B,y = Tsa; + ys as arsX + bys ¥ (4g) Ta II
Bis = —T5a; — Ys Az —arsX —bys ¥ (4g) Ta II
By = — (x5 — %) a11+ (y5 + %) as + —a (x5 — %) X+0b (y5 + %) v+ %ci (4g) Ta II
243
By = (a:5—|—%)a1—(y —%)32—‘1—%83 a(a:g,—l—%)fc—b(y —%)y—kéci (4g) Ta II
Ba1 Teal + Yo a2 are X + bys ¥ (4g) Ta III
By, = —xga; — Yg Az —argX —bygy (4g) Ta III
Bas = —(z6—3)ai+(ys+35)ar+ —a(ze —3) X+b(ye+3) ¥+ 5¢2 (4g) Ta III
283
Boy = (m6+%) alf(yﬁf%) a2+%a3 a(z6+%)5<fb(y f%)er%ci (4g) Ta II1
By = T7a + yrag ax7 X+ by; § (4g) Ta IV
By = —ZT7a; — yrag —ax7X —byr ¥ (4g) Ta IV
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