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IS
Prototype CrPSy
AFLOW prototype label ABC4.mC24_5_2a_c_4c¢-001
ICSD 937
Pearson symbol mC24
Space group number 5
Space group symbol C2

AFLOW prototype command aflow --proto=ABC4_mC24_5_2a_c_4c-001
—Tparams=a, b/CL, C/a7 ﬂ) Y1,Y2,23,Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6, 26, L7, Y7, 27

e Space group C2 #5 does not specify the origin of the y-axis. Here we follow (Diehl, 1977) and set y; = 0 for the Cr-I
atom.

Base-centered Monoclinic primitive vectors

Laz
a; = %afc—%by
az = %G,)A(-i-%by
ag = ccosfX+csinfz



https://aflow.org/p/VB2Y
https://aflow.org/p/ABC4_mC24_5_2a_c_4c-001

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1ai + Y1 az = by § (2a) Crl
B2 = —Y2 a1 4+ Y2 A2 = by2 y (28,) CI‘ 11
Bs = (z3—wy)ar+(zst+ys)a+ = (azz+cezcosf) X+bys§ +czzsinfz (4c) PI
23 as
By, = —(zs+wys)ar—(x3—y3)az— = —(axz+czzcosf)X+bysy — czzsinf[z (4c) PI
z3as
Bs = (rg —ya) a1+ (2a +ys) a2+ = (azy +czacos B) X +bys § + czysin B2 (4c) S1
Z4 Asg
Be = —(zatwys)ar—(ra—vys)as— = —(awg+czgcosP) X+bysy —czqsinfz (4c) S1I
Z4 A3
Br = (zs—wy)ar+(zs+ys)a+ = (az5+cescosf) X+bys§ +czssinfz (4c) S I
Z5 as
Bs = —(zs5+ys)ar—(r5—ys)as— = —(aws—+czscosP) X+bysy —czssinfz (4c) S1I
Z5 A3
By = (6 —ys) a1 + (w6 + ys) as + = (axe + czgcos B) X+ bys ¥ + czesin 5 z (4c) S III
26 a3
Bio = —(xs+uys)ai—(x6—ys) aa— = —(axg+czgeosf) X+bysy —czesinfz (4c) S III
Zg A3
Bi1 = (x7 —y7) a1 + (z7 + y7) as + = (ax7 + czrcos B) X+ byr § + czrsinf z (4¢) SIV
Z7as
Biz2 = —(wr+yr)ar—(v7—yr)az— = —(az7+czrcosfB) X+byr ¥ — czrsin B2 (4c) SV
Z7as
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