TasSo Structure:
A2B3_0C40_.39_2d_2¢2d-001

This structure previously used the label(s) A2B3_.0C40-39_2d_2c2d. Calls to these addresses will be redirected here.
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Prototype SyTag

AFLOW prototype label A2B3_0C40.39_2d_2¢2d-001
ICSD 71143

CCDC 1632051

Pearson symbol 0C40

Space group number 39
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Space group symbol

AFLOW prototype command

Aem?2

aflow --proto=A2B3_0C40_39_2d_2c2d-001

——para.ms=a7b/a,c/a,x1, 21,T2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

Base-centered Orthorhombic primitive vectors

a2a3

a1y/
a; = aX
ag = 3by—icz J
ag = %b}? + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = :vlalf(zlf%) 32+(Zl+i) a3 axlchr%berczli (4¢) Ta 1
B, = —zria; — (zl — %) ap + —ar1 X+ %by +c21Z (4¢) Ta I
(21 +3) as
Bz = 37231—(22—%) ag—&—(zg—l—%) ag angc—i—iby—f—czgi (4c) Ta II
B, = —Toa; — (z2 — j) as + —azro X + %by +c2oZ (4¢) Ta II
(22 +7) as
Bs = z3ai+(ys —23) as+(ysz +23) a3 ar3X +bys ¥ + cz3 Z (8d) S1
B = —x3a; — (y3 + 23) ag — —ax3X —bys ¥ +cz3Z (8d) S1
(y3 — 23) a3
B, = x3a1—(y3—|—Z3—%) as + axgi—b(yg—%)y—i—czgi (8d) SI
(—ys+23+1) ay
Bsg = fx3a1+(y3723+%) as + fax3i+b(y3+%)y+023i (8d) S1I
(y3 + 23+ %) as
By = axga1+(ys— 24) as+(ys + 24) as axs X +bysy + cz4 (8d) S1I
Bio = —x4a; — (ya + 24) ag — —ara X —bys§ +cz4Z (8d) SII
(ya — 24) a3
Bii = zga; — (ya+2— %) ag + ars X —b(ys— 3) ¥ +cza (8d) S 1I
(—y4 + 24 + %) as
B2 = —zgar+ (ya— 2+ 3) a2+ —azsX+b(ya+3) §+czz (8d) SII
(y4 + 24 + %) ag
Bis = zs5a1+(ys — 25) as+(ys + 25) as ars X + bys y + cz5 Z (8d) Ta III
By = —z5a; — (ys + 25) ag — —ars X —bys ¥ + cz5 Z (8d) Ta III
(ys — 25) a3
B = Tsa; — (y5+z5 — %) ap + a:vsfc—b(y5 — %) V+eczsz (8d) Ta III
(—ys + 25 + %) az
Big = —x5aq + (y5 — 25+ %) as + —axsX+0b (y5 + %) Vv +cz5Z (8d) Ta III

(ys + 25 + %) ag



B17 = Te a1+(y6 726) a2+(y6 +26) as = ax6i+by6§f+cz§2 (Sd) Ta IV

Bis = —zga; — (Yg + 26) ag — = —azrgX — byg ¥ + cz6 2 (8d) Ta IV
(Y6 — 26) a3
By = mgal—(yg—l—zg—%) as + = axﬁfc—b(y —%)y—i—chZ (8d) Ta IV
(—ys + 26 + 3) a3
Bao = —wear+ (ys—2+35)a+ = —argR+b(ys +3) ¥+ 22 (8d) Ta IV

(y6+zﬁ + %) asg

References

[1] S. J. Kim, K. S. Nanjundaswamy, and T. Hughbanks, Single-crystal structure of tantalum sulfide (TazSs). Structure
and bonding in the TagS, (n = 1,3,4,5¢9) pentagonal-antiprismatic chain compounds, Inorg. Chem. 30, 159-164 (1991),
doii10.1021/1c00002a004.

Found in

[1] P. Villars and K. Cenzual, Pearson’s Crystal Data — Crystal Structure Database for Inorganic Compounds (2013). ASM
International.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043


https://doi.org/10.1021/ic00002a004
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

