UMoCs Structure:
A2BC_0P16.62 2¢_c_c-003
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Prototype CoMoU
AFLOW prototype label A2BC_0P16.62_2c_c_c-003
ICSD 16549
CCDC 1597112
Pearson symbol oP16
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A2BC_oP16_62_2c_c_c-003
—~params=a, b/a7 C/av X1,21,T2,22,T3,23, T4, 24

Other compounds with this structure
BaCaO3, BaCdOy, DyMoCs, ErWCs, PuMoCs, TmWCs, UCrCy, UMnCsg, UTcCy, UReCy, UVCq, UVNy, UWC,
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e [UMoC, and SrZnOs| have the same AFLOW prototype label, A2BC_0P16_62_2c_c_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

Laiz
a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 7 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) CI
B, = —(m1—3)ar+3a+ = —a(z1— ) %+ 3b9+c(a+3) 2 (4c) CI
(1) a
By = —zia; + %ag — 21 a3 —ar1 X+ %byfczli (4c) ClI
B, = (acl—i—%)al—i—iag—(zl—%)a;; a(xl—l—%))‘(—i—%by—c(zl—%)i (4¢) CI
B; = Taay + 5 as + 2283 aza X+ 1by +c202 (4c) C1I
Bg = —(xg—%) a1+%ag+ —a(xg—%))‘c—kgby—kc(zz—l—%)i (4¢) cII
(22 +3) as
B, = —z9a; + % ar — zp a3 —ars X + %by —c29% (4c) CII
Bg = (mg—i—%)al—l—iag—(zQ—%)ag a(xg—l—%)i—i—%by—c(zg—%)i (4c) CII
By = T3a1 + 3 as + 23a3 arzX+ 1by +c232 (4c) Mo I
B = f(ng%) a1+%a2+ fa(ng%)chr%berc(zqu%)i (4¢) Mo I
(z3+ %) a3
By = —z3a; + % ar — z3 a3 —axr3 X+ %by —cz37Z (4¢) Mo I
B = (atg—i—%) a1+iag—(z3—%) as a(xg—l—%)f(—i—%by—c(zg—%)i (4c) Mo I
Bz = x4a1+ia2—|—z4a3 am&—kibff—kcz&;i (4¢) Ul
By = —(za—3) ar+3a,+ —a(zs—3) X+ 309 +c(za+3) 2 (4c) Ul
(22 +3) as
Bis = —r4a; + % as — 2443 —axs X + %by —czl (4c) Ul
Bis = (m—l—%)al—l—iag—(zé;—%)ag a(m—l—%)i—l—%by—c(u—%)i (4c) Ul
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