Cobaltite (CoAsS) Structure:
ABC 0P12 29 a a a-001

This structure previously used the label(s) ABC_oP12_29_a_a_a. Calls to these addresses will be redirected here.
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Prototype AsCoS

AFLOW prototype label ABC_oP12_29_a_a_a-001
Mineral name colbaltite

ICSD 69129

CCDC 1631010

Pearson symbol oP12

Space group number 29

Space group symbol Pca2,

AFLOW prototype command aflow --proto=ABC_oP12_29_a_a_a-001

—~params=a, b/a7 C/a7 T1,Y1,%21,22,Y2,22,T3,Y3, 23

Simple Orthorhombic primitive vectors
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a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +y1as + 21 as = ar1X+byy+czz (4a) As 1
B, = —zia; —yras+ (21 + 1) a3 = —av X —bypy+c(a+3) 2 (4a) AsT
B; = (sclJr%) a; —yjas + 21 as = a(;ﬂlJr%)f(fbylerczli (4a) As1
By, = —(acl—%)al—i—ylag—i— = —a(xl—%)i—i—byly—l—c(zl—l—%)i (4a) As 1
(21 + %) as
B; = Toa + ysas + 2o as = aro X +bysy +czoZ (4a) Col
Bg = —roa; —ysas + (zz + %) as = 7@I2&*by2y+c(22+ %) Z (4a) Col
B = ((Eg-’-%) a; —ysas + zxas = a(xg—i—%) X—bysy +cz0z (4a) Col
Bg = —(!Eg—%) a; +ygag + = —a(xg—%)f(—l—bygy—l—c(zz—i—%)i (4a) Col
(22 + %) as
By = T3a; +yszas + 23 as = arzX + bysy + cz3 Z (4a) SI
Bio = —x3a; —ysas + (23+ %) as = fangcfbygy+c(23+ %) Z (4a) S1I
B = (z3+3) a1 —ysas + 23 a3 = a(zs+3) X—bysy +czsi (4a) S1
Bz = — (23— 3) a1 +ysas + = —a(r3—3) X+bysy +c(z+3) 2 (4a) ST

)
(75 +3) a
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