B-Tas Oy Structure:
A5B2_0P14.49 _cehq_ab-001

This structure originally had the label AbB2_oP14_49_dehqg-ab. Calls to that address will be redirected here.
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Prototype O5Tay

AFLOW prototype label A5B2_0P14.49_cehq_ab-001
ICSD 95462

Pearson symbol oP14

Space group number 49

Space group symbol Pcem

AFLOW prototype command aflow --proto=A5B2_oP14_49_cehq_ab-001
~-parans=a, bja, c/a, x5, ys

e (Aleshina, 2002) place this structure in space group Pcem #49, while AFLOW’s (and VASP’s) default tolerance halves
the size of the c-axis and places the system in space group Pmmm #47. The reported structure can be recovered using

e aflow --proto=A5B2_0P14 49 _cehq_ab:0:Ta --params=a,b/a,c/a,xs,ys --tolerance=0.001 .

e [t is likely that first-principles calculations starting from this point will relax produce a structure equivalent to the
smaller Pmmm unit cell.
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Simple Orthorhombic primitive vectors

a; = axX
a = by
azg = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Tal
B, = 1ay = ica (2a) Ta I
B; = %31 + %32 = %a X+ %b Y (2b) Ta 11
B, - Sa+hayt da - S+ 3by + o @b)  Tanl
By = Lay = iby (2¢) Ol
B = l1as+1a; = b9+ 3c2 (2c) Ol
B, = % as = ici (2e) oIl
Bs = 3 aj = 3ca (2e) ol
By = laj+1a,+lag = 3aX+ 30y + jez (2h) O I
Bio = %a1+%a2+%a3 = %ai—l—%by—i—%ci (2h) O III
B = ZTear + Yo a2 = areX +bys § (4q) o
B = —Tgal — Yg A2 = —azeX — by ¥ (4q) O1v
Biz = —Te¢ai + Ygaz + %313 = —argX +bys ¥ + %02 (4q) 01V
Bis = Teal — Yo az + %ag = areX —bys ¥ + %Ci (4q) o
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