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Prototype H3Vy

AFLOW prototype label A3B4_0P14_49_ej_2g-001
ICSD 42434

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/a, c/a, T2, T3, Y3, T4, Y4

e 5-V,Dj 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.

Simple Orthorhombic primitive vectors
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a3 = ax
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag = ic2 (2e) DI
B, = 3 aj = 3ca (2e) DI
B; = wpa1 + 5az+ 3 a3 = azy X + 3by + 1c2 (49 D1l
B, = —z2a; + 3as + jag = —aza X+ 5b§y + fc2 (4) DII
Bs = —zpa; + sax + 3 ag = —aza X+ 30y + 3c2 (4)) D II
Bs = 33231+%a2+%a3 = axgi+%by+%ci (4)) DI
B; = r3a1 + Y3 az = arzX +bysy (4q) Vi
Bs = —r3a; — Y3 az = —azr3X —bysy (4q) Vi
By = —z3a; +ysas + 5 a3 = —arzX +bys ¥ + ez (4q) VI
B = rza; —yzas + %ag = ax3X —bysy + %02 (4q) VI
Bi1 = rga; + ygas = axs X +bys ¥ (4q) VI
B2 = —rga; —Yysap = —ary X —bys y (4q) VII
Bz = —xzga; +ygas + %ag = —axrs X +bys ¥+ %ci (4q) VII
By = Tga; —ygag + %ag = axsX —bys ¥ + %ci (4q) VII
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