Low-temperature LiBH4 structure:
AB4C_oP24_62_c_2cd_c-002
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Prototype BH4Li

AFLOW prototype label AB4C_oP24_62_c_2cd_c-002
ICSD 95207

CCDC 1296546

Pearson symbol oP24

Space group number 62

Space group symbol Pnma

AFLOW prototype command aflow --proto=AB4C_oP24_62_c_2cd_c-002
—~params=a, b/a‘) C/a7 T1,21,L2,22,X3,23,L4,24,T5,Y5, 25

e This is the low-temperature structure of LiBHy, with the data taken at room temperature. Alove ~ 321K (Soulié, 2002)
it transforms into a high-temperature orthorhombic structure.

e Barite (H0) and low-temperature LiBH,4 have the same AFLOW prototype label, AB4C_oP24_62_c_2cd_c. They are
generated by the same symmetry operations with different sets of parameters (--params) specified in their corresponding
CIF files.
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Simple Orthorhombic primitive vectors

a2
Pal
a3
a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+z1a3 = ax15<+ib§f+cz12 (4¢) BI
B, = f(xlf%) a1+%a2+ = fa(xlf%)chr%berc(zlJr%)i (4c) B1
(=1 +3) as
B; = —x1a; + %ag — 21 a3 = —ax1 X+ %by —cn Z (4c) B1I
By = (mi+3)aitjas—(n1—3)a; = a(zi+3) X+ 50y —c(a1—3) 2 (4c) BI
B = z2a1+%a2+22a3 = ax2§<+%by+0222 (4¢) HI
B = —(z2—3) ar+3a,+ = —a(z— )X+ 309 +c(n+1i)2 (4¢) HI
(22 +3) as
B, = —T9a; + %ag — 29 a3 = —are X+ %by —C292 (4c) HI
Bs = (a:2+%)a1—|—ia2—(zg—%)a3 = a(a;Q—i—%)f(—Fiby—c(zQ—%)i (4¢) HI
By = x3a1+%a2+23a3 = ax3>2+%by+0232 (4c) HII
Bio = —(z3—3) ar+3as+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4¢) HII
(23 + %) as
By = —w3a; + 3a; — 2343 = —az3X+ 3b§ — cz32 (4c) HII
By = (ac3—|—%) a1—|—ia2—(z3—%) ag = a(x;;—k%)fc—kiby—c(zg—%)i (4¢) HII
Bz = x4a1+%a2+z4a3 = ax45<+%by+cz42 (4c) Lil
By = —(za—3) ar+3a+ = —a(zs—3) X+ 3by+c(u+3)2 (4c) Lil
(24 + %) as
By = —z4a; + Sa; — 24 a3 = —azs X+ 30§ — 24 2 (4c) Lil
Big = (z4+%) a1+%a27(24f%) az = a(x4+%)§<+%byfc(24f%)2 (4¢) Lil
By, = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (8d) H III
Bis = — (w5 —3) a1 —ysax + = —a(ws—3) X —bysy+c(zs+3) 2 (8d) H III
(25 + %) as
By = —rsa; + (y5 + %) as — 25 as = —axsX+0b (y5 + %) Y —cz52 (8d) H III
By = (z5+3) a1 — (ys— 3) a2 — = a(zs+3)%x—bys—3)y—c(zs—13)2 (8d) H III
(2 —3) as
By = —Z5a; — Y5 ag — 25 as = —ax5X —bysy —cz52 (8d) H III
B, = (m—l—%) a1+y5a2—(25—%) az = a(%—&—%) &+by5y—c(25—%) Z (8d) H III
By = zsa; — (ys — 3) az + z5 a3 = arsX—b(ys — 3) ¥+ cas2 (8d) H III



B24 = 7(1757%) a; + (y5+%) as + = —a (Is* %) })\(+b(y5+%) y+C (Z5+%) Z (Sd) H III
(25 +3) a3
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