CooSi (C'37) Structure:
A2B oP12 .62 2¢_c-001

This structure originally had the label A2B_oP12_62_2c_c.C02Si. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/6EYJ

https://aflow.org/p/A2B_oP12_62_2c_c-001

Prototype CogSi

AFLOW prototype label A2B_oP12.62_2¢_c-001
Strukturbericht designation C37

ICSD 44858

Pearson symbol oP12

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B_oP12_62_2c_c-001
--params=a, b/a, c/a,x1, 21,22, 22, T3, 23

e PbCly (C23), HgCly (C25), SrHy (C29), (CooSi (C37), and |SrBry (C53)| all share the same AFLOW label,
A2B_0oP12.62_2c_c. The structures are generated by the same symmetry operations with different sets of parameters
(--params) specified in their corresponding CIF files.

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, = x1a1+%a2+zla3 axl)*(Jriberczli (4c) Col
B, = —(ml—%) al—&—%ag—&— —a(xl—%)fc—i—%by—i—c(zl—i—%)i (4c) Col

(21 + %) as
B; = —x1a; + % ar — 21 a3 —ax1 X+ %by —cn Z (4c) Col
Bs = (mi+3i)ai+iar—(a1—1) a3 a(zi+3)&+3by—c(a1—13) 2 (4c) Col
B; = :vgal—i—iag—i—zQag angi—i—iby—i—czQZ (4¢) CoII
Bg = —(xg—%) al—&—%ag—&— —a(acg—%)fc—i—%by—i—c(zg—i—%)i (4c) Co II

(12 + 1) g
B, = —z9a; + % ar — zp a3 —are X + %by —c29 % (4¢) CoII
Bg = (:z:ng%) a1+ia27(227%) as a(ngr%)chribyfc(fo%)i (4c) CoII
By = "E3a1+i32+2383 axgi—i—%by—i—czgi (4¢) Sil
Bio = —(373—%) al—&—%ag—&— —a(xg—%)fc—i—%by—i—c(zg—i—%)i (4c) Sil

(23 +3) as
Bi1 = —r3a; + % as; — z3as —ar3X + %by —c23% (4¢) Sil
Biz = (z3+3)ai+iar—(z-3) as a(zs+3) &K+3by—c(s—13) 2 (4c) Sil
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