B-V3S Structure:
AB3.tP32.133_h_.i2j-001

This structure originally had the label AB3_tP32_133_h_i2j. Calls to that address will be redirected here.
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Prototype SV3

AFLOW prototype label AB3_tP32_133_h_i2j-001
ICSD 26516

Pearson symbol tP32

Space group number 133

Space group symbol P44 /nbc

AFLOW prototype command  aflow --proto=AB3_tP32_133_h_i2j-001
--params=a, ¢/a, X1, T2, T3, T4

Other compounds with this structure
ﬁ—TagP

e |a-V3S structure is metastable in this region, and stable above 950°C.

e [(3-V3S is stable below 825°C.
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Simple Tetragonal primitive vectors

a; = aX
as = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—&—iag = aa:p*c—l—iay (8h) S1I
B, = —(z1—3)ar+1as = —a (1 — %) X+ 1ay (8h) ST
B; = ial —l—wlag—&—%ag = iai—i—axly—i—lci (8h) ST
B, = ja1— (z1— 1) ax+jag = jax—a(r — 1) y+icz (8h) S1
B = —zia; + %az = —ari X+ Zay (8h) S1I
Bg = (xl—I—%) al—l—%ag = a(ml—f—%)i{—l—%ay (8h) S1I
B, = Sa;—ziay+ 1 ag = 3a% —ar1 § + 3c2 (8h) S1
Bs = Saj+ (v1+ 1) ax+ a3 = Sak+a(ri+35) 9+ 5c2 (8h) S 1
By = $231+%32+%33 = aa:z)‘ch%aqu%ci (81) VI
Bio = —(z2—3)ar+tas+5a; = —a(zy—3) X+ a9 + 5c2 (81) VI
Bi1 = 1a1+zay = j0X +arsy (81) A
Bix = a1 — (z2— 1) a = jax—a(z2— 1)y (81) VI
Biz = —zpa; +3ay+Lag = —azy X+ Ja§ + jez (81) Vi
By = (za+3)ar+3ar+1ag = a(za+3) X+ 3a9+ ica (8i) VI
Bis = Sa; —zay = 3a% —ars § (8i) VI
Bis = %a1+($2+%) ag = %ai+a(m2+%) y (81) \a
By, = x3a; + r3ag + + 7a3 = ax3X +axs3y + %ci (8j) VII
Bi = - Pa- (- Das = el DSoa(n-Dyels 9 v
133
By = — (23— 3) a1 +$382+%33 = (x3_7) X+arsy+ 3 qc2 (83) v
B2 = z3a; — (z3— 1) ax + 2 ay = arsk —a(v3 - 3) ¥ + ez (8)) vi
Ba: = —zza; —xzax + Sag = —ar3X — a3y + je (8)) v
B = (e at(medmtin = alm+d)xralmrd) gz ) v
B2z = (z3+3) a1 —azax + a3 = (m3+l) X —azy§ + je2 (83) Vi
Bay = —zzar + (z3+3) as +  a = —azsX+a(rs+3) ¥+ jez (89) v
By = Tia; +T4a9 + ia;g = axsX+axrsy + Zcz (8j) V 111
B = —(m-dm—(e-Hmt - —alm-d) x-a(e-1) s} s v
133
Byr = — (24— 3) a1+ x4+ 3 ag = —a(rs—3) K+ az, §+ 5ci (8j) VI



Bos = Taa; — (9347%) a2+%ag = az45<fa(z4f%) er%cZ (8j) V 111

Boy = —T4a; — Tqag + %ag = —axsX —arsy + %ci (8j) V 111

B3 = (:1:44—%) a1+(x4—|—%) 3.2—‘1-%33 = a(m—&-%)i—l—a(m—i—%)y—i—%ci (8j) V III

B3 = (3344—%) 31—33432—"-%33 = a(m—!—%) i—amy—l—ici (8j) V III

B3, = —zsa; + (:C4 + %) as + %33 = —araX+a (:1:4 + %) v+ ici (8j) V 111
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