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Prototype NiSe;Tas

AFLOW prototype label AB5C2_.mC32_15_e_e2f_-001
ICSD 61148

CCDC 1624689

Pearson symbol mC32

Space group number 15

Space group symbol C2/e
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AFLOW prototype command aflow --proto=AB5C2_mC32_15_e_e2f_£-001
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Other compounds with this structure
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e Above 328K this transforms into the TasNiSs| structure.

e When 8 =90°, z3 =1/2, and x4 = 25 = 0 this becomes the TasNiS; structure.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —yia; +yias+ iag = iCCOSB)’\(—Fbyly-ﬁ- icsinﬁi (46) Nil
B, = ylal—y1a2+%a3 = %ccosﬁk—by1y+%csinﬂi (4e) Nil
Bs = —ysay +y232+i33 = iccosﬁi—i—bygy—l—icsinﬂi (4e) Se I
By, = ygal—ygag—l—%ag = %ccosﬁfc—bygy—i—%csinﬁi (4e) Sel
B; = (x3 —y3) a1 + (x3 + y3) a2 + = (axs + czzcos B) X+ bys§ + czgsin 5z (8f) Se 11
Z3ag
Be = —(v3+y3)a—(23—y3)a— = — (az3+c (23 — 1) cos B) X+ byz § — (8f) Se 11
z3—3) ag c(z3—%)sinBz
B = —(zs—ys3)ar—(x3+ys)as— = —(aws+czzcosf)X—bysy —czzsinfz (8f) Se 11
zZ3ag
Bs = (r3+ys3) a; + (z3 — y3) as + = (azs+c(25+3)cosB) X —bys§ + (8f) Se 1T
(Z3+%) az c(z;),—l—%)sinﬂi
By = (x4 —ya) a1 + (z4 + y4) Az + = (axg + czgcosB) X+ bys § + cz4sin Sz (8f) Se III
Z4 asg
Bio = —(za+wys)ar—(za—ys)ag— = — (awg+c (24 — 3) cos B) X+ bys § — (8f) Se III
(24_%) as C(Z4—%) sin 82
Bii = —(za—ys)a;—(za+ys)as— = —(axg+czgcosf)X—bysy —czqsinfz (8f) Se I1I
Z4 A3
B, = (x4 +ys) a1 + (z4 — ya) Az + = (ax4 +c (24 + %) cos ﬁ) X—by,y + (8f) Se 111
(21 +3) a3 c(z+ 3)sinBz
Bizs = (v5—ys)ar+ (w5 +ys) az+ = (axs + cz5 cos ) R+ bys § + cz5sin B 2 (8f) Tal
Z5 a3
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B14 = 7(I5+y5) a; — (CC5 7y5> ags — = — (QI5+C(257 %) COSﬂ) )A(+by5yf (8f) Ta I

(2 —3) as ¢ (2 — L) sin B2
Bis = —(@5—ys)ar—(z5+ys)az— = —(avs+czscosf) X —bys§ — czssin B2 (8f) Tal
Z5 asg
Big = (x5 +ys) a1 + (x5 — ys) a2 + = ((11‘5 +ec (z5 + %) cOS B) X—bysy + (8f) Ta I
(Z5+%) as 6(25—1—%) sin 82
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