TasNiSes Structure:

AB5HC2 m(C32_15 e e2f £-001

This structure originally had the label AB5C2 mC32_15_e_e2f _f. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

NiSe5Ta2

AB5C2.mC32_15_e_e2f_f-001
61148

mC32

15

C2/c

https://aflow.org/p/YFLU

https://aflow.org/p/AB5C2_mC32_15_e_e2f_{-001

80 '®:.00 9
N
| a 0’.._ ’&..u’ ... .’Q,

aflow --proto=AB5C2_mC32_15_e_e2f_£-001
—Tparams=a, b/a7 C/a7 67 Y1,Y2,T3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure

TaQPd3T65

e Above 328K this transforms into the TagNiSs| structure.
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e When 8 =90° 25 =1/2, and x4 = x5 = 0 this becomes the TasNiS5 structure.

Base-centered Monoclinic primitive vectors

\—a?;aB
a3 = %ai — %by
ay =  lax+lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a1 +y1a2+ia3 = %ccosﬁk—l—byly—i—icsinﬁi (4e) Nil
B, = ylal—ylag—k%ag = %ccosﬂi—bylff—l-%csinﬁi (4e) Nil
Bs = —ysay —|—y2a2—|—ia3 = iccosﬁi—i—bygy—i—icsinﬁi (4e) Se I
By, = ygal—ygag—i—%ag = %ccosﬁ&—bygy—i—%csinﬁi (4e) Sel
B; = (x3 —y3) a1 + (x3 + y3) a2 + = (axs + czzcosB) X+ bys§ + czgsin 5z (8f) Se I1
Z3 as
Be = —(v3+y3)a—(23—y3)a— = — (az3+c (23 — 1) cosB) X+ bys § — (8f) Se 11
23— 3) ag c(z3— %) sinBz
By = —(z3—ys)ar—(r3+ys)as— = —(awg—+czzcosP)X—bysy —czzsinfz (8f) Se I1
zZ3ag
Bs = (r3+y3) a; + (3 — y3) as + = (axs +c(z3+ %) cosB) R —bys§ + (8f) Se IT
(Z3+%) az c(23+%)sinﬂ2
By = (x4 —ya) a1 + (z4 +y4) Az + = (axg + czacos8B) X+ bys§ + cz4sin Sz (8f) Se 111
Z4 asg
Bio = —(z4+wys)ar—(x4—ys) aa— = — (ax4 +ec (z4 — %) cos 6) X+bysy — (8f) Se I1I
(24— 3) a3 c(z4—3)sinBz
Bii = —(za—ys)a;—(zat+ys)as— = —(axg+czgcosf) X—bysy —czqsinfz (8f) Se 111
Z4 Q3
B = (x4 +yq) a1 + (x4 — y4) a2 + = (aac4 +ec (24 + %) cos ﬁ) X—bysy + (8f) Se I1I
(24 +3) a3 c(z+3)sinBz
Bz = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (8f) Ta I
Z5 a3
By = —(z5+ys)a;—(v5—ys5) ag— = — (az5 4+ c (25 — 1) cos B) X+ bys § — (8f) Tal
(25— 3) as ¢ (2 — L) sin B2
Bis = —(x5—ys)ar—(x5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) Ta I
Z5 A3
Big = (v5 +ys) a; + (x5 — ys) az + = (axs +c(z5+ %) cos B) R —bys § + (8f) Tal
(Z5+%) az c(25+%)sinﬂ2
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