LiosPd3B Structure:
AB2C3_cP24 212 _a_c_d-001
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Prototype BLiyPt3

AFLOW prototype label AB2C3_cP24.212_a_c_d-001
ICSD 84931

CCDC 1644901

Pearson symbol cP24

Space group number 212

Space group symbol P43532

AFLOW prototype command aflow --proto=AB2C3_cP24_212_a_c_d-001
~Tparams=a, T2, Y3

Other compounds with this structure
Li;Pt3B

e This structure can also be expressed in the enantiomorphic space group P4132 #213.
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Simple Cubic primitive vectors

al

23

a; = aX

az = ay

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—f—%ag—&—%ag = %ai—l—%ay—f—%ai (4a) B1
B, = Sa;+lay+2ag = S3ax+Zay+ 2a2 (4a) B1
Bs = Taj+3ay+2ag = Tak+ Zay + a2 (4a) B
B, = §a1+§ag+%ag = %a)‘(Jr%aer%ai (4a) B1
By = Toa; + Toas + x5 as = axoX + axey + axg Z (8c) Lil
Be = —(z2—3) a1 —z28s + = —a(r2—3) X—amy+a(v2+3) 2 (8c) Lil

(z2+ 3) a3
B, = —I231+(I2+%) ap — = —axg)“(—ka(xg—k%) y—a(@—%) Z (8¢) Lil

(w2 —3) a3
Bs = (m—l—%) al—(acg—%) as—xoa3 = a(mg—}—%) f{—a(xg—%) V—axreZ (8¢) Lil
By = (l’g—l—%) al—l—(scg—i—%) as — = a(xg—&—i) &+a($2+%)y—a(x2—%)i (8c) Lil

xg — %) a3
Bio = —(m2—3a—(r2—7)a— = —a(wyg—3)X—a(z2— )y — (8¢) Lil

(2 — 1) a3 a(ze—1) 2

By, = (za+3)a — (22— 2) as + = a(za+3)x—a(z2—3)y+a(za+13)2 (8c) Lil

(w2 +7) a3
Bz = —(m2—-3)a+(z2+7) a2+ = —a(ze—3)%+a(z2+ 1) g+ (8¢) Lil

xg—l—%)ag a(xg—i—%)i

Bz = %al—kygag— (yg—i) as = %ai—i—aygy—a(yg—i) Z (12d) Pd1I
Bis = %al—y;;ag— (yg—%) as = %ai—aygy—a(yg—%) Z (12d) Pd1
Bis = %al—ﬁ—(yg—i—%) ag—i—(yg—l—i) ag = %ai—i—a(yg—l—%)y—i—a(yg—i-%)i (12d) Pd1
Bie = Zai—(ys—3)ax+(y3+3)a; = Sak—a(ys—3) y+a(ys+3) 2 (12d) Pd I
B,y = —(yg—%) a1+%ag+y3a3 = —a (yg—i) )"(—&—%ay—&—ayg,i (12d) Pd1I
Bis = —(y3—3) a1+ 2as —ysas = —a(ys—3) &+ 3ay —ays 2 (12d) Pd 1
Bio = (y3+3)ai+itar+(ys+3)as = a(ys+3) X+ ay+a(ys+3) 2 (12d) Pd1
By = (yg—i—%) al—i—%ag—(yg—%) az = a(yg—&—%)fi—l—%a&—a(yg—%)i (12d) Pd1
By, = ygal—(yg—i) a2—|—%a3 = aygi—a(yg—i) y—i—%ai (12d) Pd1I
B2 = —Ysai — (y3 - %) as + %a?) = —aysX —a (ys - %) y+ %ai (12d) Pd1
Bos = (yg—i—%) a1—|—(y3+i) a2+%a3 = a(yg—&—%))‘(—i—a(yd—i—i)y—l—%ai (12d) Pd1



Bas = —(y3—3) 315+ (3 +7) azt = —a(ys—3) X+a(ys+3) ¥+ 3az (12d) Pd1
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