AgMnVO, Structure:
ABC4D oP28 62 ¢ a 2cd c-002
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Prototype AgMnVO,

AFLOW prototype label ABC4D _0oP28_62_c_a_2cd_c-002
ICSD 193218

CCDC 1702029

Pearson symbol oP28

Space group number 62

Space group symbol Pnma

AFLOW prototype command  aflow --proto=ABC4D_oP28_62_c_a_2cd_c-002

——params=a,b/a,c/a,:r2, 22, X3, 23, L4y 24, L5, 25, L6, Y6, 26

Other compounds with this structure
AgCdVO,, AgCuVOy,, AgMgVO,, AgMnVO,, NaAgMo,

e This is the quaternary form of |AgoCrO4) with the first atom on a (4c) site, the second on the (4a) site, and the third at
the center of an MOy, tetrahedron.
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e Monticellite (CaMgSiO4)| and AgMnVO, have the same AFLOW prototype label, ABC4D_0oP28_62_c_a_2cd_c. They are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.

Simple Orthorhombic primitive vectors

af‘aal

a; = ax

az = by

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Mn I
B, = $ai+ 3as = saX+ 3c2 (4a) Mn I
Bs = 1a, = iby (4a) Mn I
B, = %al—l—%az—f—%ag = %af{—i—%by—f—%ci (4a) Mn I
Bs = mgal—l—iag—i—zgag = ascgf(—i—iby—i—czgi (4c) Agl
Bg = —(z2—3) a1+ 3as+ = —a(xg—%)fc—l—%by—kc(@—i—%)i (4¢) Agl

(22+3) as
B, = —T9a; + %ag — 29 a3 = —azre X + %by — 292 (4c) Agl
Bs = (z2+3)ai+tias—(2—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) Agl
By = x331+iag+z3a3 = a:r:gfc—i—%by—kczgi (4c) (O]
Bio = —($3—%) al+%ag+ = —a(m—%)&—!—%by—kc(z?,—i-%)i (4¢) Ol

(23 + %) az
Bi1 = —x3a; + %32 — 23 a3 = —azxr3X + %by —cz37Z (4c) (OB
Biz = (z3+3)ai+tar—(—3)a = a(zs+3) &K+ 30y —c(s—13) 2 (4c) OI
Bis = Ty4a1 + 5 as + 2483 = arg X+ 1by +c22 (4c) oIl
Bis = —(934—%) al+%ag+ = —a(u—%)&—k%bff—kc(@—l—%)i (4¢) OII

(22 +3) as
By = —z4a; + %32 — 2483 = —ars X+ %by — 242 (4¢) O1II
By = (m—i—%) a1+i32—(24—%> ag = a(m—l—%)&—i—%by—c(&;—%)i (4c) OlII
By = x5a1+ia2—|—z5a3 = cw;55<—|—%b}7—|—cz5i (4¢) Vi
Bis = —(zs—3) ar+3ar+ = —a(zs—3) %+ 3by+c(z+13)2 (4c) Vi

(z5+ %) a3
By = —zza; + 3 az — 25 a = —azs X+ 30y — cz5 2 (4c) Vi
By = (z5+3)ai+tar—(z—3) a3 = a(zs+3) X+ 50y —c(es—3) 2 (4c) VI
By = Tgay + Yeas + 2¢ as = axg X + bys ¥ + cz¢ Z (8d) O III
By = — (w6 — 3) a1 —ysaz + = —a(ze—3) X—bys§ +c(z+3) 2 (8d) O III

(26 + 3) as
Baos = —zga + (Y6 + 3) a2 — 26 a3 = —azeX+b(ys+3) § — cz6 2 (8d) O III
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Bao = (rotd)m—(-Ha- = aletdxbls-y-clx-4z ()  om

(26— 1) g
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 = —(ze—2)ai+(ye+ti)a+ = —alze—3%) %+b(ys+3)9+c(ee+3)2  (8d) O 111
(26 + 3) a3
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