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

This structure previously used the label(s) AB3_.tP32_133_h_i2j. Calls to these addresses will be redirected here.
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Prototype SVs
AFLOW prototype label AB3_tP32_133_h_i2j-001
ICSD 26516
CCDC 1601914
Pearson symbol tP32
Space group number 133
Space group symbol P45 /nbc

AFLOW prototype command aflow --proto=AB3_tP32_133_h_i2j-001
--params=a, ¢/a, T1, o, T3, L4
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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.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a; + 1 a = ar1 X+ fay (8h) S1
B, = —(#1—3) a1+ jaz = —a(x1 —3) X+ 30y (8h) ST
Bs = 1a1+z1a; + 5 ag = jaX+ar1 § + 3c2 (8h) ST
B, = ja1— (z1— 1) ax+ 1 ag = ja%—a(z1— %) 9+ 52 (8h) ST
B; = —z1a; + %az = —ar1 X+ Zay (8h) S1I
B = (11+3) a1+ S ay = a(ri+3) %+ 32ay (8h) S1I
B, = 3a;—ziax+ 1ag = 3a%k —ar§y + e (8h) ST
Bg = Sa;+ (z1+ 1) ay+3as = Sak+a(zi+3) 9+ 52 (8h) ST
By = x2a1+ia2+%ag = a@i—i—lay—i—lci (8i) VI
Bio = —(r2—3) a1+ jas+ja = —a(r2 —3) X+ ja¥ + 32 (81) Vi
Bi11 = 1a1+aoay = ja%k+aryy (81) \a
Bz = 1a;— (z2— 1) a = jex—a(e2—-3%)y (81) VI
Biz = —zoa;+3ax+ 1ag = —aryX+ 30y + Sci (81) \A!
By = (z2+3) a1 +3ar+1ag = a(zz+3) X+ 3ay+ ez (8i) Vi
Bis = 3a; —zan = 3a% —aryy (81) Vi
Bis = 3a;+ (22+1) a = Sax4a(za+i)y (8i) VI
Bir = rza; +rzay + 5 a = arz3X +ar3y + ;¢ (8) VI
Bis = —(963—%) al (333—1) a+ = —a(x3—§)x—a(x3—2) Y'i'iCi (8)) VI
Lay
By = — (w3 —3) a1 + w32+ 2 a3 = —a(r3—3) X+avsy + jez (8)) v
B2y = zza; — (23— 3) ax + 5 ag = arsX —a(v3—3) ¥ + ez (8)) v
B2 = —x3a; —rzay + 5 ag = —az3X —azsy + jez (8)) v
Ba = (4D mt(Datin =  almedxra(me) gl ) v


http://aflow.org/prototype-encyclopedia/AB3_tI32_121_f_g2i-001

Bys — (z3+3) a1 —zzar+ L ag = a(zs+3) X—axsy + Lez (8)) VII
B2y = —zzar+ (23 + 3) a2+ jas = —arsX+a(zs+3) ¥+ qc2 (83) Vi
Bas = r4a; + 248 + +ag = ary X + avy§ + jcz (8)) VI
Ba = (- Da(m-Dat = el DE-alm-hgels @) v
183
B2z = — (24— 1) a1 +z4a0+ 3 a3 = —a(vs—3) X+azay + je (8)) VI
Bas = zia) — (4 — 3) ax + fa = arsX —a(vs = 3) ¥+ fez (83) Vil
B2 = —rgsa; —x4az+ 233 = —argX —arsy + %Ci (8)) VI
B = (ntdmc(utdmidn - alrhreafnrdgeies ) v
Bs1 = (za+3) a1 —zaas + a3 = a(zs+3) X—azsy + jc2 (83) Vil
B3, = —x4a1 + (954 + %) az + iaS = —arsX +a (x4 + %) y+ ici (8i) -
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