B-UH3 Structure:
A3B_cP32 223 k_ac-001
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Prototype Hs;U

AFLOW prototype label A3B_cP32_223 k_ac-001
Pearson symbol cP32

Space group number 223

Space group symbol Pm3n

AFLOW prototype command aflow --proto=A3B_cP32_223_k_ac-001
~Tparams=a, ys, 23

Other compounds with this structure
ZnsAu

e UHj; exists in two different structures, both with space group Pm3n #223 (Halevy, 2004).
e o-UHj; forms in the |CrzSi (A15) structurel, but rapidly transforms into the ground state 8-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

al
23
a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Ul
B, = laj+ilay+1lag lax+Ltay+ laz (2a) Ul
B; = 1a;+1a; 1aX+ a2 (6¢) U 11
B, = 3a;+ 3 ag 3%+ taz (6¢) U 11
B, - bar+ da bax+ 1oy 6)  umn
Bs = la;+3a lax+ 3ay (6¢) U 1T
B; = 3ax+jag 309 + a2 (6c) U Il
Bs = lay+3a a9+ 3az (6¢) un
By = yzag + z3 ag aysy + azs z (24k) HI
Bio = —ysaz + 23 a3 —aysy +az3 2 (24k) HI
B = Ysaz — zz as aysy —az3 (24k) HI
Bz = —Yyzaz — z3as —aysy —az3z (24k) HI
Bis = zzai +ysag azzX + ays 2 (24k) HI
B = zz3a; — ys az azz3X —ays z (24k) HI
Bis = —z3a1 + ys as —az3X+aysz (24k) HI
Bis = —zza) — Yz as —az3X —ays 2 (24k) HI
Biz = ysa + z3az aysX+azy (24k) HI
Bis = —Ysza; + zz3az —aysX +azy (24k) HI
Big = Ysar — 23 az aysX —azzy (24k) HI
B2 = —Yyzai — z3ap —aysX —az3y (24k) HI
Bar = (st} anthan— (- 3) a(p+d) &+ dey-ala-1az  @m)  HI
Bo2 = —(ys—3) a1+ 3as — —a(ys—3) X+ 3a9—a(z=—3)2 (24k) HI
(23— 3) as
Boz = (yg—i—%) al—i—%ag—i—(z;),—l—%) as a(yg—i—i)i—l—%ay—i-a(z?,—i—ﬁ)i (24k) HI
Boy = —(ys—3) ar+tar+ —a(ys—3) X+ iay+a(es+3)2 (24k) HI
(s 4+ 1) g
Bas = Sai+(:3+3)a—(y3—3) as lax+a(s+i)y—a(ys—13) 2 (24k) HI
Bos = %a1+(23+%) ag—l—(yg—l—%) as %ai—i—a(zd—i—%)y—i—a(yg—i—%)i (24k) HI
Byr = Zar—(23—3) ax— (y3—3) as jax—a(—3)y—a(ys—3) 2 (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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