WTes Structure:
A2B oP12 31 4a 2a-001
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AFLOW prototype label A2B_oP12_31_4a_2a-001
ICSD 14348

CCDC 1595734

Pearson symbol oP12

Space group number 31

Space group symbol Pmn2q

AFLOW prototype command aflow --proto=A2B_oP12_31_4a_2a-001
~Tparams=a, b/a7 C/a’, Y1, 21, Y2, 22,Y3, 23, Y4, 24, Y5, 25, Y6, 26
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e (Brown, 1966) gives this structure in the Pnm2; setting of space group #31. We used FINDSYM to transform this to
the standard Pmn2; setting.

e Space group Pmn2; allows an arbitrary choice of origin for the z-axis. We set z5 = 1/2 for the W-I atom.

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Yyr1az + z1a3 by1 ¥ +cz 2 (2a) Te I
B, = sar—yax+ (21 +3) as tax—by1y+c(z+3)2 (2a) Te I
Bs = Yo az + 22 a3 bys § + 2o Z (2a) Te 11
B, = %31—y2a2+(22+$) ag %ai—bygy—i—c(z'g—ké)i (2a) Te 11
Bs = Yysaz + zz a3 bys ¥ + cz32 (2a) Te II1
B = sar—ysax+ (3 +3) as tax—bysy+c(z+3) 2 (2a) Te 111
B = Ysas + 2483 bys ¥ + cz4 2 (2a) Te IV
Bs = Tay —ysar+ (za+ 1) ag %ai—byz;y—l—c(zé;—!—%)i (2a) Te IV
By = ysaz + 25 ag bys ¥ + cz5 2 (2a) WI
Bio = sar—ysax+ (2 + 3) as tax—bysy+c(zs+3) 2 (2a) W1
Bi1 = Ys A2 + 26 A3 bys ¥ + cz6 2 (2a) W II
B2 = sar—ysaz+ (2 + 3) as lax—bysy +c(z6+3) 2 (2a) W II
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