AgyoCrOy Structure:
A2BC4 oP28 62 ac_c 2cd-001
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Prototype AgsCrOy

AFLOW prototype label A2BC4_0P28_62_ac_c_2cd-001
ICSD 16298

CCDC 1596897

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=A2BC4_oP28_62_ac_c_2cd-001
--params=a, b/a, c/a, Ta, 22, T3, 23, Ta, 24, T, 25, L6, Y6, 26

Other compounds with this structure
AggMnO4

e (Santamaria-Pérez, 2013) find that above 4.5GPa there is a presumably second-order phase transition where the a axis
contracts by about 4%.
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e Above 13GPa they find a transition to an unknown structure.

e AgMnVO,, where manganese replaces silver on the (4a) site, is the quaternary form of this structure.

Simple Orthorhombic primitive vectors

a?3 o
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Agl
B, = la;+1a; = lax+ ez (4a) Agl
B; = 1ay = iby (4a) Agl
By = faj+say+1ag = faX+ by + 32 (4a) Agl
Bs; = z2a1+%a2+22a3 = angch%berczQZ (4¢) Ag Il
B = —(z2—3) ar+3a+ = —a(z— )X+ 3by+c(zn+3)2 (4c) Ag I
(22 +3) as
B, = —T9a; + % as — 2o as = —are X+ %by —cz92 (4c) Ag II
Bsg = (a:2+%)a1—|—ia2—(z —%)ag = a(xg—l—%)fc—kiby—c(z —%)Z (4¢) Ag I
By = x3a1+%a2+23a3 = ax3>*(+iby+c,232 (4¢) Crl
Bio = —(z3—3) ar+3a+ = —a(zs3—3) %+ 3by+c(z+3) 2 (4c) Crl
(23 + %) as
By = —w3a; + 3a; — 2343 = —az3X+ 3b§ — c232 (4c) Crl
By, = (x3—|—%) a1—|—ia2—(z3—%) as a(x3—|—%)5c—|—ib§f—c(zg—%)2 (4¢) Crl
Bz = x4a1+%a2+z4a3 = ax45<+%by+cz42 (4c) Ol
By = —(za—3) ar+3a,+ = —a(zs—3) X+ 3by+c(u+3)2 (4c) Ol
(24 + %) as
Bis = —z4a; + 3a; — 24 a3 = —azs X+ 3b§ — 24 2 (4c) 01
Big = (z4+%)a1+%a2—(24—%)a3 a(u—k%)&—k%by—c(z‘;—%)i (4¢) Ol
By = x5a1+ia2+z5a3 = ax5)2+iby+cz52 (4¢) O1II
Bis = — (w5 —3) a1+ 3as+ = —a(zs—3) X+ 3by+c(z+3)2 (4c) on
(154 ) g
By = —x5a; + % ar — 25 as = —axs X + %by —cz5 7 (4¢) OII
By = (1:5+%) a1+ia27(z5f%) as a(x5+%)§(+ibyfc(25f%)2 (4c) OlII
By = Teay + yg as + z¢ as = axe X+ bysy + cz¢ Z (8d) O III
By = —(xg—%) a; — ygas + = —a(x(;—%)fc—bygy—i—c(z(j—i—%) Z (8d) O III
(26 + 3) as
By = —Tgay + (y6 + %) as — 26 as = —axgX+b (yg + %) ¥ —c262 (8d) O III
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Bao = (rotd)m—(-Ha- = aletdxbls-y-clx-4z ()  om

(26— 3) a3
Bos = —Tgal — Ygas — 26 as = —axgX —byey —cz6 2 (8d) O III
By = (a:g,—i—%) al—l—ygag—(zg—%) ag = a(mG—&—%) &+by6y—c(zg—%) Z (8d) O III
By, = x6al—(y —%) as + 26 as = axﬁi—b(yg—%)y—i—czgi (8d) O III
Bas = —(z6—3)ai+(we+3)a+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (8d) O 11T
(26 + 3) a3
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