0-V D3 Structure:
A3B4_0P14.49_ej 2q-001
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Prototype HsVy

AFLOW prototype label A3B4_0P14.49_ej_2q-001
ICSD 42434

CCDC 1612100

Pearson symbol oP14

Space group number 49

Space group symbol Pcem

AFLOW prototype command aflow --proto=A3B4_oP14_49_ej_2q-001
—~params=a, b/a7 C/av T2,T3,Y3,T4,Y4

e 0-V4Dj3 is the only completely ordered structure in the Vanadium-Hydrogen/Deuterium system (Asano, 1973). Even
then, the deuterium sites are only 98% occupied.

e The data for this structure was obtained at 88K.

e While (Asano, 1973) placed this in space group Pcc2 #27, (Cenzual, 1991) showed that the published coordinates placed
the system in space group Pcem #49.
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Simple Orthorhombic primitive vectors

a2
%al
a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %ag = ici (2e) DI
B, = 3ay = 3c2 (2e) DI
By = x2a1+%a2+%a3 = aazgx+%by+ici (4) DII
B, = —xgal—l—%az—i—iag = —axgi—i—%by—i—%ci (4) DII
Bs = —z2a1 +3az+ s = —azy X+ 3by + jez (43) D1l
Be -  matletla - st + 103 + o2 @ oo
Br = xrzar + ys az = ar3X +bysy (4q) VI
Bsg = —x3a; — Y3 as = —arsX —bysy (4q) VI
By = —z3a; +ysas + 5 a3 = —az3X+bysy + 1cz (4q) Vi
Bio = T3a; —ysas + 5 as = arsk —bys§ + 5c2 (4q) Vi
By = Tga) + ygas = axsX +bys ¥ (4q) VII
Bz — —z48, —ysa = —azs X —bys ¥ (4q) \z
Bz = —rg4a; +ysaz + %33 = —arsX+bysy + %Ci (49) VI
By = T4ay — Ygag + %213 = ars X — by, v + %ci (4q) VII
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