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Prototype MoO5U
AFLOW prototype label AB5C_0P28_54_c_cdef_d-001
ICSD 82460
CCDC 1642545
Pearson symbol oP28
Space group number 54
Space group symbol Pcca

AFLOW prototype command aflow --proto=AB5C_oP28_54_c_cdef_d-001
—~params=a, b/a7 C/Cl, Y1,Y2, 23, 24, 25, L6, Y6, 26
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e (D’yachenko, 1996) present the structure in the Pbaa setting of space group #54. We used FINDSYM to transform this
into the standard Pcca setting.

Simple Orthorhombic primitive vectors

a3

Laiz
a3y = ax
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1az + 1 as = by § + ez (4c) Mo I
B, = a1 —yiag+ jag = 3aX —by § + jc2 (4c) Mo I
B; = —yras + 2ag = —by1 3 + §e2 (4c) Mol
B, = jai+yas+ §ag = saX+by1 ¥+ fei (4c) Mo I
Bs = Y223 + § ag = by2 § + jc2 (4c) Ol
Be = a1 —y2as + jay = 30X —bys § + jc2 (4c) Ol
B, = —yp a3 + % ag = —by> § + 2 (4c) Ol
Bs = sa+ypax+ S ag = $aXk+byay + 3¢z (4c) Ol
By = 1a1+ 2343 = 10X+ cz32 (4d) on
Bio = Sa;— (23— 3) a3 = Sax—c(z—3) 2 (4d) O1I1
Bi: = 3a; — 234 = 3a% —cz32 (4d) O1II
B, = ia1+(2’3+%) as = iaf{—#c(@,—l—%) Z (4d) on
Bis = 1ai+ 243 = 10X+ czq 2 (4d) Ul
By = %al—(z —%) as = %ai—c(z —%)2 (4d) Ul
Bis = 3a; —za = 3a%k —cz 2 (4d) Ul
Bis = 1a;+ (za+3) ag = tax+c(z+3) 2 (4d) Ul
By = ta;+ias+zs5a; = 10X+ 1b§ + ez (4e) O III
B = dmtdm- (- - o Jbg (- 1) 7 w o
Big = 3a;+1ay—z5a3 = S3ax+ by —cz 2 (4e) O I
B2 = %a1+%a2+(z5+%) as = iai+%b5’+c(zs+%) V] (4e) O III
By = Tgay + yYg as + 2 as = argX +bysy + czg Z (8f) o1V
Bz = —(w6—3)a1—ysaz+za3 = —a(z6 —35) R —bys ¥ + 26 2 (8f) o1V
B2z = —Te a1 + Ysaz — (26*%) ag = *a$6i+by6y*0(z *%) z (8f) O1v
Bos = (z6+3) ai—ysar—(z%—3) a3 = a(ze+3) X—bysy —c(z— 1) 2 (8f) (ONAY
Bys = —Tga) — YAz — 26 a3 = —argX —bysy —c26 Z (8f) o1V
B2 = (z6 +3) a1 +ysas — zas = a(rg+3) K+byey —cz62 (8f) O1v



B27 = Tea] — Ygas + (ZG+%) as = azﬁﬁfby6y+c(zﬁ+%) Z (Sf) O1v
Bos = — (26— 3) a1 +ysaz + = —a(zg— %) X+bys ¥ +c (2 +3) 2 (8f) 01V
(2’6 + %) as
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