Proposed 300 GPa HfH;y Structure:
A10B_hP22.194 bhj_c-001

This structure previously used the label(s) A10B_hP22_194 bhj_c. Calls to these addresses will be redirected here.
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Prototype HyoHE
AFLOW prototype label A10B_hP22_194_bhj_c-001
Pearson symbol hP22
Space group number 194
Space group symbol P63 /mme

AFLOW prototype command aflow --proto=A10B_hP22_194_bhj_c-001
~-params=a, C/a, T3,T4,Y4

Other compounds with this structure
Lquo, SCHlo, ZI‘H10
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e This structure has only been determined computationally. At 300 GPa it is predicted to have a superconducting
transitions temperature T, above 200K.

Hexagonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1as = 1cz (2b) HI
B, = 3 ag - e (2b) HI
By = laj+2a,+ Lag = lag+Bay + Lez (2c) Hf I
By, = 2a,+La,+ 3ay = lag— Bag+3cz (2¢) Hf 1
By = r3a; + 2xr3as + i as = %amg X+ %aaxg v+ i Z (6h) HII
Bg = —2r3a; — r3as + %ag = ‘;amgx—i— ‘{aa:gy—k zCZ (6h) HII
B, = z3a; —x3ax + 1 ag = —V3az3§ + ick (6h) HII
Bsg = —zr3a; — 2zr3as + %ag = —%axg X — ?axg v+ %CZ (6h) HII
By = 2z3a; + r3as + %ag = %angc— @asr:gjf—i— %ci (6h) HII
By = —z3a; +a3as + Sag = V3azs§ + 3c2 (6h) HII
Bi1 = x4a1+y4a2+iag = %a(z4+y4) X — @a(ufyzl) y+%cz (125) H III
B = —ysar + (4 —ys) a2 + T ag = la(zy —2ys) X+ @auy + 1c2 (12j) H III
Bz = — (x4 —ya) a1 —xgaz + fag = —3a (234 — Y1) x—iay4y+ icz (12j) H III
B4 = —z4a; —ysaz + % ag = —za(zatys) X+ @a(m —ya) 9+ fe2 (12j) H I
Bis = ysay — (x4 —ys) ay + 3 ag = la(—zq+2y) X — Laz,§ + 3ez (12j) H IIT
Bis = (x4 —ys) a1 + z4a2 + 2 a3 = 1a 2wy —ys) X+ @ay;;}‘/ +3cz (12j) H III
Bir = ysa; +z4az + S ag = Ja(zs+ys) X+ §G($4—y4) y+3cz (12j) H III
Bis = (x4 — ya) a3 —y4a2—|—%a3 = %a( 14— 2y4) X — @aa@}?—k%ci (125) H III
Bip = —mar—(za-y)a+ia = —faes—y) X+ Lapy+ ez (12j) H III
By = —ysa; — Tqas + %ag = —%a (x4 +ys) X — ?a (ra—ya) ¥+ ici (12j) H III
B2y = — (x4 —ys) a1 +ysaz + § as = 3a(—w4 4 2y4) X+ faﬂ?4)’+ 1CZ (12j) H I
By = xqa; + (x4 —ys) ag + %ag = % (2x4 —ys4) X — Lay4y + cz (125) H III
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