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A3B2_t1160_142_3g_abcet-001
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Prototype BesPs

AFLOW prototype label A3B2_t1160_142_3g_abcef-001
ICSD 42038

CCDC 1611752

Pearson symbol tI1160

Space group number 142

Space group symbol 144 /acd
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AFLOW prototype command aflow --proto=A3B2_tI160_142_3g_abcef-001
—~params=a, C/a7 T4,T5,T6,Y6,26,L7,Y7,27,T8,Y8, 28

e Be3P; can also be found in the cubic bixbyite (MnsOs3) structure, and has been reported in the centrosymmetric cubic
D55 (MgsPs) structure.

Body-centered Tetragonal primitive vectors

a; = —%ai—k%cﬁ—!—%ci
ap = %a&f%ay+%ci
ag = %ai—l—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Saj+3ay+ tas = 109+ 3ca (8a) P
B, = Sa;+2ay+ 2ag = 30X+ jay + ez (8a) Pl
Bs = Taj+gax+ 2ag = 30y + 3z (8a) P11
B, = la;+lay+1a; = faX—tay+ 2cz (8a) PI
Bs = Sa;+ gax+ jas = 109+ zez (8b) P I
B = latlmida - L%+ Jag — Le2 CON S
B, = Saj+far+3a; = lax+ tay+2cz (8b) P
Bs = Taj+ 2ay+ fas = 10§+ gc2 (8b) P I
By = 0 = 0 (16¢) P III
Bio = sa1+ 3 as = 3a¥ (16c) P I
By: = 1ay = 1a%—tay+icz (16¢) P III
B2 = 1a; = jaRk+ jay — jez (16c) P III
Bis = lay+1a; = lax (16¢) P II
By = la;+1a = ica (16¢) P III
Bis = ta = —jaX+ 10y + tez (16¢) P IIT
Big = la;+1ay+1a; = 0%+ tay + jcz (16¢) P IIT
Bz = ia1+ (22 + ) ay + 2483 = ary R + jcz (16e) PV
Bis = 2a—(zs—3)ar—(za—3) a3 = —az X+ tay+icz (16e) PIV
Big = (1’44—%) 31+232+l’4a3 = iai+a(w4—i) 5’4‘%02 (16e) P 1V
By = —(za— ) a1+ g2z — = tax—a(zs— 1)y (16e) PIV
(w4 —3) as
By = Sa;— (z4—3) ay—z4a3 = —azs X+ 3c2 (16e) P IV
B = tait+(za+2)as+(za+3)as = a(zs+3) X+ tcz (16e) Y
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