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Prototype NbPd3

AFLOW prototype label AB3_0P24_59_ae_befg-001
ICSD 105193

Pearson symbol oP24

Space group number 59

Space group symbol Pmmn

AFLOW prototype command aflow --proto=AB3_oP24_59_ae_befg-001
—~params=a, b/a7 C/a7 21,%22,Y3,%3,Y4,%4,T5, 25, L6, Y6, 26

e Although 5-NbPd3 and a-NbPdjs, which has the D095 structure, coexist over a wide range of temperatures, it is thought
that a-NbPd3 is the ground state (Chandrasekharaiah, 1988).

o (Giessen, 1964) state that their coordinates are given in the Pmmn setting of space group #59, but it is apparent that
they actually use the Pmnm setting. We transformed this to Pmmn.

Simple Orthorhombic primitive vectors

Pal a2
a; = aX
) _I!L
A N
az = CZ
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B = it jartaag = 10X+ 30y +cn 2 (2a) Nb 1
B, = Jai+3ay—z a3 = jaX+ 30y —cn 2 (2a) Nb1
Bs = Tai+ jas+mas = JoX+ 30y + e (2b) Pdl
By = 3a; + jay — zag = JaX+ by —czp2 (2b) Pdl
B; = jaitya+may = JaR+bys § + cz (4e) Nb II
Bs = 11— (y3—3) astzsay = j0X—=b(ys—3) J+ezm2 (de) Nb 1T
Br = far+ (s +3) a2—zmag = j0X+b(ys+3) Y-z (de) Nb 1T
Bgs = 231 —Yszaz — 2343 = %ai{—bygy—cz?,z (4e) Nb I
By = fa1+ysay+za3 = FaR+bys§ + czq 2 (4e) Pd 1l
Bio = 12— (1 —3) a2t zas = 10%=b(ys—3) ¥ +cuz (de) Pd 1l
B = Sai+ (pu+3) az—zag = 10%+b(ya+3) ¥ —cuz (4e) Pl
B = %a1 —Ysaz — 2433 = %a}‘(—by4y—0242 (4e) Pd 1l
Biz = w5 a1+ ;ag + 25 a3 = avs X+ by +cz5 2 (4f) Pd 1
By = —(zs—3)ai+tay+zas = —a (w5 —3) X+ by + 252 (4f) Pd
Bis = —xsa; + % az —zsas = —axs X + %by 252 (4f) Pd I
Bie =  (es+1)ai+iay—zay = a(ws+3) X+ 39—z (46) Pd I
Bz = ZTgay + ys a2 + 26 a3 = areX +bye § + cz6 7 (8g) Pd1v
Bio = (m-Pa-(o-Dat = caln-}E-be-Dyieer (5 PV

26 a3
Big = —xga + (96 + %) az — Zgas = —argX+b (y6 + %) y —cz2 (8g) Pd1v
B2 = (z6 +3) a1 —ysaz — z as = a(ze+3) X—bysy — cz6 2 (8g) Pd IV
B2y = —Teal — Y6 A2 — Z6 A3 = —argX —bys ¥ —cz62 (8g) Pd IV
By = (z6+3)ai+(yo+3)a—2as = a(ws+3) X+b(ys+3) y—czz (8g) Pd 1V
Bas =  wcar— (yo— 1) ax+zay = argX = b(ys — 3) ¥+ cz62 (8g) Pd1v
B2y = —(v6—3)aitysaztzeas = —a(v6—3) X +bye ¥ + cz 2 (8g2) Pd IV
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