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Prototype SV3

AFLOW prototype label AB3_t132_121_f _g2i-001
ICSD 26515

CCDC 1601913

Pearson symbol t132

Space group number 121

Space group symbol I42m

AFLOW prototype command aflow --proto=AB3_tI32_121_f_g2i-001
~Tparams=a, C/a) T1,T2,T3,23,T4,24
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Other compounds with this structure

MosP, ZrsIr

e -V3S is stable above 950°C, but metastable at 25°C, where this data was taken.

e Below 825°C the system transforms to the [5-V3S structurel

e We have shifted the origin by 1/2 ¢ 2 from that used by (Pedersen, 1959).

Body-centered Tetragonal primitive vectors

a; = —%ai—l—%aA—i—%ci
as = %ai—%ay—&—%ci
ag = %aiJr%ayf%cZ

Basis vectors

B, =
B, =
Bs =
B, =

Bs =
Br =
Bs =

BlO =

Bi:
B2 =
Bis

Bis =

B15

Lattice
coordinates

Tr1as + riag
—X1aAg —T1as
—ZTiap —x1as
r1a; +x1as
%314’(1324'%) as + T2 as
%al—(xg—%) Ay — X2 As
— (22— 3) a1+ a2 —z223

(302—1—%) a1+%a2+x2a3

(w3 + 23) a1 + (x3 + 23) ag +

2Z3 as

— (23— 23) a1 — (23 — 23) az —

23?3 as

— ($3 + Z3) a; + (l‘3 — 2’3) as

(x3 — 23) a1 — (x3 + 23) ag

(x4 + 24) a1 + (x4 + 24) a2 +

23?4 as

—(1‘4 —Z4) a; — (334 —2’4) ags —

21‘4 as

—(za+24) a1+ (24 — 24) A2

(x4 — 24) a1 — (x4 + 24) A2

Cartesian
coordinates

ary X
—ax1 X
—ax1 §
ax1y
arg X + %ci
—axgs X + %ci
—axa ¥ + %ci
axrsy + %ci

ax3X +aryy +cz32

—arsX —arsy +cz3z

arsX —ar3y —cz3Z

—arsX+arsy —cz3z

axs X+ arsy +cz42

—arsX —aryy +cz4 Z

aryX —arsy — 242

—axy X+ arsy —c24Z

Wyckoff
position

(8f)

® © ‘0 ‘© ‘© @ @ @
= 00 0’ 0’ 00 R Fm P
= B rr 222

—
(0]
perd

Nas

Atom
type
ST
ST
S1
ST
VI
VI
VI
VI
V II

VI

VI
VI
V III

V III

V III
V 111


http://aflow.org/prototype-encyclopedia/AB3_tP32_133_h_i2j-001

References

[1] B. Pedersen and F. Grgnvold, The Crystal Structures of «a-V3S and (-V3S, Acta Cryst. 12, 1022-1027 (1959),
doi:10.1107/S0365110X59002869.

First cited in

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


https://doi.org/10.1107/S0365110X59002869
http://dx.doi.org/10.1016/j.commatsci.2021.110450

