ThNi Structure:
AB oP16 62 2¢ 2c¢-002
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Prototype NiTh

AFLOW prototype label AB_0oP16_62_2c_2c-002
ICSD 105403

CCDC 1663292

Pearson symbol oP16

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB_oP16_62_2c_2c-002
——params=a, b/a7 C/CL, T1,21,%2,22,T3,23,T4, 24

Other compounds with this structure
AgSr

Simple Orthorhombic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = a:lal—I—iag—i—zlag = amlfc—kiby—kczli (4¢) Nil

B, = —(r1—3)ar+2ay+ —a(z1—3) &K+ 309 +c(an+3) 2 (4c) Ni I
(=1 +3) as

B; = —r1a; + %ag — z1 a3 = —axr1 X+ %by —c21 2 (4c) Nil

B, = (q:l—i—%)al—l—iag—(zl—%)ag = a(xl—l—%)fc—i—%by—c(zl—%)i (4c) Nil

Bs; = Toay +ia2+z2a3 = amfﬂ—ib)‘ﬂ—cai (4¢) NiII

B = —(r2—3) ar+2ay+ —a(r2—3) &K+ 309 +c(z2+3) 2 (4c) Ni II
(22 +3) as

B, = —x0ag + %ag — 29 a3 = —axs X + %by —C2Z (4c) Ni II

Bs = (xg—l—%) al‘i’iaQ_(ZQ_%) az = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) Ni II

By = 133&14—%&24—2383 = a:c35<+ib§/+CZ3Z (4¢) Th1

Bio = —(z3—3) ar+2ay+ —a(zs3—3) &+ 30y +c(s+3)2 (4c) Th1
(23 +3) as

Bi1 = —x3a + %ag — 23 a3 = —axr3X + %by —cz37% (4c) Th I

Bz = (z3+3)ai+taz—(:—3) a3 = a(zs+3) X+ 50y —c(3—3) 2 (4c) Th1

Bz = rqag + %32 + z4 a3 ars X + iby +czaZ (4c) Th II

B, = —(za—3) ar+3a,+ = —a(zg— )X+ 3b9+c(mu+1i)2 (4c) Th 11
(22 +3) as

Bis = —z4a; + %ag — z4 a3 = —ars X+ %by —C24 2 (4c) Th II

Bis = (ma+3)ai+iar—(u—3)ay = a(za+ i) x+309—c(zu—13) 2 (4c) Th II
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