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Prototype HsU

AFLOW prototype label A3B_cP32.223 k_ac-001
ICSD none

Pearson symbol cP32

Space group number 223

Space group symbol Pm3n

AFLOW prototype command  aflow --proto=A3B_cP32_223_k_ac-001
~Tparams=a, Y3, z3

Other compounds with this structure
ZH3A11

e UHj; exists in two different structures, both with space group Pm3n #223 (Halevy, 2004).
e o-UHj forms in the |Cr3Si (A15) structure, but rapidly transforms into the ground state S-UHj3 structure shown here.

e In this case, all of the uranium atoms sit on the sites of the A15 structure, with the hydrogens in the interstitials.
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Simple Cubic primitive vectors

a; = axX
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Ul
B, = laj+iay+1lag lax+ tay+ 1az (2a) Ul
B; = 1a1+ 1ag 10X+ taz (6¢) U II
B, = 3a;+tag S3ax+ a2 (6¢) Ul
Bs = la; +1a, ja%+ jay (6¢) U II
Bs = l1a;+32a lax+ 3ay (6¢) U 11
B; = lay+1a say+ taz (6¢) un
Bs = la,+3a; lay+3az (6¢) un
By = Yysaz + zzag aysy +azz z (24k) HI
Bio = —Yysag + zzag —aysy +az3Z (24k) HI
Bi1 = Y3 ag — 23 as aysy — azz z (24k) HI
Bz = —yzas — z3as —aysy —azsz (24k) HI
Bz = zzaj +ysag az3 X + ays z (24k) HI
B4y = z3a; — Y3 as az3X — ays Z (24k) HI
Bis = —z3a; +ysas —azzX +ays z (24k) HI
Bie = —Zza; — Yz ag —azzX — ays z (24k) HI
Biz = Ys a1 + z3 az aysX + az3y (24k) HI
Bis = —ysai + 23 az —aysX +az3y (24k) HI
Bis = Yyzay — 23 ap aysX —azzy (24k) HI
B2 = —ysza; — 23 az —aysX —azy (24k) HI
B = (ot d) a3 m clmd) xrbey—a(n-dz @ HI
Ba — (w1 atia- ol YR+ dayoalm-bz @) HI
(o 1)
Bas = (y3+3)ai+iar+(z+3)as a(ys+3) X+ 3ay+a(zs+3) 2 (24k) HI
Ba = ~(n-d)atiat oln- DR ey tala) s @l HI
(23 +3) a3
Bas = Sai+(23+3)a—(y3—3) as lax+a(s+3)y—a(ys—3) 2 (24k) HI
B2 sai+(z+3) as+ (ys+3) as tax+a(xs+3)y+alys+3)2 (24k) HI
By = %al—(Zg,—%)ag—(yg—i)ag %ai—a(zg—%)y—a(yg—%)i (24k) HI



Bzg = %al—(23—%)a2+(y3+%)a3 = %a}‘(fa(z:),f%))‘era(ngr%)i (241{) HI

B = (m+3)ai+(yz+i)a+tiaz = a(zs+3) %x+a(ys+1)y+3az (24k) HI

B3y = (Zg—f—%) al—(yg—%) ag—&—%ag = a(z3+%)5c—a(y3—%)y+%ai (24k) HI

B31 = —(23—%) a11—|— (y3+%) as + = —a (2’3—%) i+a(y3+%) y+%ai (241{) HI
283

B32 = —(23—%) all— (yg— %) as + = —a (23—%) x—a(yg—%) y-l—%ai (241{) HI
283
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