BaAs, Structure:
A2B . mP18_7_6a_3a-001

This structure originally had the label A2B mP18_7_6a_3a. Calls to that address will be redirected here.
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Prototype AssBa

AFLOW prototype label A2B_mP18_7_6a_3a-001
ICSD 414139

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 Bv T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27, 28,Y8, 28, L9, Y9, 29

Simple Monoclinic primitive vectors

ay; = aX
az = by
ag = ccosfBX+csinfz

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = (axy +cz1co8B) X+ by1 §+cz18in 5z (2a) As 1
B, = T1a; — Yy as + (zl + %) as = (axl +ec (zl + %) cOS B) X—by1y+ (2a) As 1
c (zl + %) sin Bz
B3 = Troaj + Y2 Az + 29 ag = (CLIQ + cz9 CcOS B) b'e + by2 5’ + czo Sinﬂ Z (28,) As 11
B, = Toa; — Yo as + (zz + %) as = (axg +c (zg + %) cos ﬁ) X—byy + (2a) As 11
c(zz + %) sin 8 Z
By = T3a; + y3zas + 23 as = (axs + czzcos B) X+ bys§ + czzsin 5z (2a) As IIT
Bg = r3a; — yszas + (23 + %) as = (axg +c (Z3 + %) cos B) X —bysy + (2a) As 111
c (Z3 + %) sin 8z
B, = Tga) + ygas + 24 a3 = (axg + cz4co8B) X+ bys § + czasin Sz (2a) As IV
Bsg = Tga; —ygas + (Z4 + %) as = (ax4 +c (24 + %) cos ﬂ) X—by,y + (2a) As IV
0(24 + %) sin Bz
By = Tsa; + ysas + 25 as = (axs + czscos B) X+ bys§ + czssin 5z (2a) AsV
B = rsa; —ysas + (25 + 1) as = (axs +c(z5+ %) cos B) X —bys § + (2a) AsV
C(Z5 + %) sin 8 Z
B.1 = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys ¥ + czgsin 5z (2a) As VI
B = Tea; — Ygas + (26 + %) ag = (axg +c (26 + %) cos 5) X—bysy + (2a) As VI
c (26 + %) sin Bz
Bz = T7a; +yras + 27 as = (ax7 + czrcos B) X+ byr § + czrsin B Z (2a) Bal
B14 = rray —Yyrag + (Z7+ %) as = (ax7+c(27+ %) COSB) )A(*by7y+ (2&) Bal
c (27 + %) sin 8z
By = Tgaj + ysas + zgas = (axg + czgcos B) X+ bys § + czgsin Sz (2a) Ba IT
By = Tgay — ygas + (Zg + %) as = (axg +ec (Zg + %) coS 5) X —bysy + (2a) Ba II
c (Zg + %) sin 5 Z
By = Tgai + Yo as + 29 ag = (axg + czg cos B) X + byg § + czg sin 5 Z (2a) Ba III
Bis = Tga; — Ygas + (29 + %) as = (axg +ec (29 + %) COS ﬁ) X—bysy + (2a) Ba III

0(29 + %) sin 8 Z
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