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Prototype AssBa

AFLOW prototype label A2B_mP18_7_6a_3a-001
ICSD 414139

CCDC 1728899

Pearson symbol mP18

Space group number 7

Space group symbol Pc

AFLOW prototype command aflow —-proto=A2B_mP18_7_6a_3a-001
~Tparams=a, b/a7 C/a7 67 T1,Y1,21,02,Y2,22,X3,Y3, 23, L4, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,
Y7, 27,28, Y8, 28, L9, Y9, 29
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Simple Monoclinic primitive vectors
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a; = aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = Tr1 a1 +y1 as + 21 a3 = (azl + cz1 COSB) &+by1§f+czl sinﬂi (28,) As1
B, = r1a; —yas + (zl + %) as = (axl +c (zl + %) cosﬁ) X—by1y+ (2a) As1
c(zl + %) sin 8 Z
B; = Toay + Yo as + 29 a3 = (axg + czacos B) X+ bya§ + czosin 52 (2a) As 11
B, = z2a; —yoaz + (224 3) ag = (awg + c (224 5) cos B) X —by2§ + (2a) As 1T
c(zz + %) sin 8z
Bs = T3a; + yzas + 23 as = (axs + czzcos B) X+ bys § + cz3sin S 2 (2a) As 111
Bg = r3a; — yzas + (23 + %) as = (axg +c (zd + %) cos B) X —bysy + (2a) As 111
c (Z3 + %) sin Bz
B, = Tga; +ysas + 24 ag = (axy + czqcosB) X+ bys§ + cz4sinfz (2a) As IV
Bs = ziar —ysas + (24 + 1) ag = (azs+c(za+3)cosB) X —bys§ + (2a) As IV
¢(z1+3)sinf2
By = Tsaj + ysas + 25 as = (axs + cz5co88) X+ bys § + cz5s8in S 2 (2a) AsV
Bio = Tsa; — ysas + (25 + %) as = (aacg) +c (25 + %) cos ﬁ) X—bysy + (2a) AsV
c (25 + %) sin Bz
Bi1 = Tga + Y as + 2 as = (axg + czgcos B) X+ bys ¥ + czgsin 5 z (2a) As VI
B12 = Teal — Ygas + (2’6 + %) as = (CLTG +c (2’6 + %) COS B) X — by6 '5’ + (28,) As VI
c (2'6 + %) sin 8z
Bz = T7a + yras + 27 as = (ax7 + czrcos B) X+ byr § + cz7sin Sz (2a) Bal
B4y = T7ay — yrag + (27 + %) as = (ax7 +c (27 + %) coS 5) X—byry+ (2a) Bal
c (z7 + %) sin 5 Z
Bis = Tgay + ysgas + zg as = (axg + czgcos B) X+ bys § + czg sin S Z (2a) Ba II
B = rga; — ysas + (Zs + %) as = (axg +ec (28 + %) cos B) X —bysy + (2a) Ba II
c (Zs + %) sin 8 Z
By = Tgay + yg as + 29 as = (axg + czgcos B) X+ byg ¥ + czosin 5 2 (2a) Ba III
Bis = z9a; —yoaz + (29 + 3) ag = (azg + c (29 + 5) cos B) X —bye § + (2a) Ba ITI

C(Zg+ %) sin Bz
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