ThNi Structure:
AB oP16 62 2¢ 2c¢-002

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/QLCJ

https://aflow.org/p/AB_oP16_62_2c_2c-002

Prototype NiTh

AFLOW prototype label AB_oP16_62_2¢_2¢-002
ICSD 105403

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/a, T1,21,T2,22,T3,23, T4, 24

Other compounds with this structure
AgSr

Simple Orthorhombic primitive vectors

L—a
N a3
a; = aX
ag = cz

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = xlal—l—iag—f—zlagg = axli—i—%by—i—czli (4c) Nil
B, = —(z1—3) ar+3as+ = —a(z1—3) X+3by+c(z1+3) 2 (4c) Nil
(214 3) as
B; = —zia; + %ag — 21 a3 = —ar1 X+ %by —cz1 2 (4¢) Nil
B, = (:vl—i—%)al—i—iag—(zl—%)ag = a(xl—i—%)f(—i—iby—c(zl—%)i (4c) Nil
Bs = Toag + i32+22a3 = ascgf(—i—%by—i—czgi (4c) Ni II
B = —(z2—3) a1+ 3as+ = —a(za—3) X+ 3by+c(za+3)2 (4c) Ni IT
(22+3) as
B, = —z9a; + %az — 29 a3 = —azre X + %by —c29 2 (4¢) Ni II
Bsg = (acg—l—%) a1+%32—(22—%> ag = a(xg—l—%))‘(—i—%by—c(zg—%)i (4c) Ni II
By = x331+iag+z3a3 = a:r:gfc—i—%by—kczgi (4c) ThI
Bio = —(z3—3) ar+3ar+ = —a(zs— ) %+ 3by+c(z+3) 2 (4c) Th
(23 +3) as
B = —z3a; + %32 — 23 a3 = —axr3 X+ %by —cz37Z (4c) Th I
Bi2 = (m—l—%) a1—|—ia2—(23—%) ag = a(xg—l—%)i—i—%by—c(zg—%)i (4c) Th1
Bz = Ty4a1 + 5 as + 2483 = arg X+ 1by +c2 2 (4c) Th II
By = —(za—3) ar+3a,+ = —a(zs— ) x+3by+c(au+3)2 (4c) Th II
(22 +3) as
By = —z4a; + %32 — 2483 = —azra X+ %by —Cc24 2 (4¢) Th II
By = (m—i—%) a1+%32—(24—%> ag = a(m—l—%)&—i—%by—c(&;—%)i (4c) Th II
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