Millerite (NiS, B13) Structure:
AB hR6.160_b_b-001

This structure previously used the label(s) AB_hR6_160_b_b. Calls to these addresses will be redirected here.
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Prototype NiS
AFLOW prototype label AB_hR6_160_b_b-001
Strukturbericht designation B13
Mineral name millerite
ICSD 40054
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CCDC 1609971

Pearson symbol hR6
Space group number 160
Space group symbol R3m

AFLOW prototype command aflow --proto=AB_hR6_160_b_b-001
--params=a,c/a,x1, 21, T2, 22

Other compounds with this structure
[-FeS, NiSe

e Hexagonal settings of this structure can be obtained with the option --hex.

Rhombohedral primitive vectors

al

a; = %a&—%ay—i—%ci a3
as = %ay + %CZ
ag = —%af{—%ay+%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = T ap +xla2+zla3 = %a($1721)f{+ %a(fﬂlle) 5’+ (3b) Nil
$c(2m1 4 21) 2
B, = z1a; +r1az + x1 a3 = —%a(azl—zl)i—l—%a(ml—zl)y—&— (3b) Nil
2c(2z1 +21) 2
By = x1a; +z1as + 1 a3 = —%a(xl—zl) +ica+2)2 (3b) Nil
By, = Toay + Toag + 20 a3 = %a(acg—zz)fc—i— %a(axg—zg)y—&— (3b) S1I
22z + 22) 2
B5 = zZoal +x2a2 + Troas = 7%&(1‘2722) )A(+ ?a(zg—@) 5’+ (3b) S1I
$c(2mg + 22) 2
B = Toa] + z9ag + Toas = —%a(mg—zg) 5’+%C(2£L’2+Zg) Z (3b) SI
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