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Prototype CrHOq4

AFLOW prototype label ABC2_0P8_31_a_a_2a-001
Mineral name guyanaite

ICSD none

Pearson symbol oP8

Space group number 31

Space group symbol Pmn2q

AFLOW prototype command aflow --proto=ABC2_oP8_31_a_a_2a-001
--params=a, b/a, c/a, y1, 21, Y2, 22, Y3, 23, Ya, 21

Other compounds with this structure

InOOH

e CrOOH is found naturally in three forms. They are usually found together with Cry0O3 in a mineral known as merumite
(Milton, 1976):
— |Grimaldiite, rhombohedral a-CrOOH,
— |Guyanaite, orthorhombic 5-CrOOH ) (this structure), and
— Bracewellite, orthorhombic v-CrOOH is in the [Lepidocrocite (v-FeOOH, EQ,4) structure.

e (Jahn, 2012) give the data for this structure in the P2ynm setting of space group #31. We use FINDSYM to transform
this to the standard Pmn2; setting.
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e Space group Pmn2; #31 does not specify the origin of the z-axis. We choose it by setting z; = 0 for the position of the
chromium atom.

Simple Orthorhombic primitive vectors

al
a3
a2
a; = ax
aa = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = yraz + 21 a3 = by1 y +cxn 2 (2a) Crl
B, = sar—yax+ (21 +3) as - tax—byp1y+c(zn+3)2 (2a) Crl
Bs = Y2 a2 + 22 a3 = bys ¥ +c2oz (2a) HI
By = lai—ypar+ (22+1) a3 = tax—bypy+c(n+i)2 (2a) HI
Bs = ysag + 23 as = bysy +cz3 2 (2a) (0!
Bs = sar—ysax+ (3 +3) as = tax—bysy+c(z+3) 2 (2a) OI
By = Ysas + 24 a3 = bys ¥ +cz4 2 (2a) O1II
Bs = Tai—ysar+ (4 + 1) as = %ai—byz;y—l—c(zé;—!—%)i (2a) on
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