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A17B10_0oP54_55_a3gbh_3¢2h-001
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Prototype NbgPs5

AFLOW prototype label A17B10_oP54_55_a3gbh_3g2h-001
ICSD 15054

CCDC 1595837

Pearson symbol oP54

Space group number 55

Space group symbol Pbam

AFLOW prototype command  aflow --proto=A17B10_oP54_55_a3gbh_3g2h-001
~~params=a, b/a7 C/CL, L2,Y2,23,Y3, L4, Y4, T5,Ys5, L6, Y6, L7, Y7, L85 Y8, L9, Y9, L10, Y10, L11,
Y11, T12, Y12, T13, Y13, 14, Y14

Other compounds with this structure
ZI‘SAS5
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e The Nb-IV (4g) site is only occupied 50% of the time.

Simple Orthorhombic primitive vectors

a; = ax B

az = by

ag = cZ

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B = 0 = 0 (2a) Nb I
B, = fa;+ 5 a = saX+ by (2a) Nb I
B; = Toay + Yo ag = are X+ bys y (4g) Nb II
B, = —xgoa; — Yo Az = —areX —bys y (4g) Nb II
Bs = —(n-Ya+(p+i)a = —a(ra—5) XK+b(pa+3) § (4g) Nb II
Bg = (z2+3) a1 — (y2— 3) a = a(za+3)X—b(y2—3) ¥ (4g) Nb II
B, = T3a; + Yz as = ar3 X+ by3y (4g) Nb III
Bs = —x3a; — Y3 as = —arsX —bysy (4g) Nb III
By = —(z3—3)a+(p3+3)ax = —a(zs—5) X+b(ys+3) ¥ (4g) Nb III
B = (zs+ 1) ar— (y3— 1) a = a(rs+3)X—b(ys—3) 9 (4g) Nb III
Bi1 = Tga) + ygas = axsX +bys y (4g) Nb IV
B, = —x4a; — Yqas = —axrs X —bys ¥y (4g) Nb IV
Bis = —(mu-g)ait+(utz)a = —a(za—3) X+b0(yat+3) ¥ (4g) Nb IV
B =  (mtr)a-(m-3)a = afwi+3) X=b(p—3)¥ (4g)  NDIV
Bis = Ts a1 +ys az = arsX +bys ¥ (4g) P1
Bis = —Tsa; — Ys Az = —arsX —bys ¥ (4g) P1
By = (1‘5 - l) a; + (y5 + ) = (1‘5 - *) X+0b (y5 + ) (4g) PI
Bis = (x5 + 5) — (y5 - %) ao = a (ZE5 + 5) —-b (y5 — f) y (4g) PI
By = Teay + Yo az = areX +bye ¥ (4g) P 1I
Bao = —ZTga1 — Yo A2 = —azeX — by ¥ (4g) P II
By = (1‘6 — l) a; + (y6 + ) = (ms — f) X+b (y6 + ) (4g) PII
Be2 = (6 +3) a1 — (¥ — 3) a = a(ze+3) X—0(yo—3) ¥ (4g) P
Boz = Tyap + yrag = ar7 X+ by ¥ (4g) P III
Boy = —xz7a; — Yy as = —az7 X —byr y (4g) P III
Bas = — (27— 3) a1+ (yr + 3) a2 = —a(zr—35) X+b(yr+3) ¥ (4g) P III
Y M Y A 4 P
Bor = rgal + ysas + %ag = arg X + bys § + 2 5C2 (4h) Nb 'V
Bos —rga; —ygas + %33 = —argX —bys y + %ci (4h) Nb V
By = ( 8—7) a11—|— (yg—i— ) a,+ = —a (xg—%) )”c—l—b(yg—k%) y—|—%ci (4h) Nb V

243

Bsgo = (zs+3)ai—(ys—3) axtias = a(zs+3) %x—b(ys—3) §+3c2 (4h) Nb V



B31 = Tg ay +y9 as + %213 = ang(+by9§/+ %Ci (4h) Nb VI

B32 = —ZTga] — Ygas + L ag = —axg X — byg y + 162 (4h) Nb VI

Bss = —(z9—3) a1+(y9+ 3)ar+ = —a(zo—3) X+b(yo+3) §+ 3¢2 (4h) Nb VI
383

B34 = (z9+%)a1—(y9—%)a2+%a3 = a(iEg-i-%)f(—b(g—*)y—F% (4h) Nb VI

B35 = T10 A1 —+ Y10 A2 —+ %ag = ario )A( —+ ble Yy —+ §CZ (4h) Nb VII

B3g = —T1pa1 — Yipaz + % as = —ax1oX — by10 5’ + %Ci (4h) Nb VII

Bs; = —(z10—3) a + (yo+3)az+ = —a(rio—3)X+b(yio+3) ¥+ 3¢2 (4h) Nb VII
333

B38 = (fElO + %) a; — (le — %) as + = a (1[,’10 + %) X—b (le - *) y + (4h) Nb VII

B3y = r11a1 +yi1ag + %ag = arx11 X +by1y + %Ci (4h) Nb VIII

B40 = —T11a1 — Y11 A2 + % as = —aril )AC — by11 y + lci (4h) Nb VIII

B41 = (£B11 - *) al + (yll + ) as + = —a (xll - *) X + b (yll + ) y + %Ci (4h) Nb VIII
383

By = (en+3)a—(yn—3) at+ = a(z11+3) X—b(yn —3) ¥+ 3c2 (4h) Nb VIII
>3

B43 = 12 A1 —+ Y12 Az —+ % as = axri2 )A( + by12 S’ + %Cz (4h) Nb IX

B44 = —T12a1 — Y12a2 + 1 33 = —axri12 X — by12 S’ + l CZ (4}’1) Nb IX

Bss = (3612 - *) al + (y12 + ) az+ = (5612 - *) X+0b (y12 + ) v+ %Ci (4h) Nb IX
383

By = (x12+%) a; — (y12* %) aa+ = CL(CC12+%) X*b(ylg — l) y+3 Llez (4h) Nb IX
283

By = r13a1 + yizag + %ag = axr13X +by1sy + %Ci (4h) PIV

Bss = —w13a; — Yi1zaz + 3 as = —ax13 X —by13y + 5¢2 (4h) PIV

B4g = (Ilg — *) a1 —+ (ylg + ) a9 + = —a (Ilg — %) )A( 4+ b (y13 + %) y + %Ci (4h) P IV
1 a3

Bso = (mlg + %) (y13 — l) ap + = a (xlg + %) X—-0b (ym — 7) v+ % (4h) PIV
243

B51 = T14 a1 + Y14 A2 + %ag = axi4 b'e + by14 }A’ + %CZ (4h) PV

Bs: = —ZTig@1 — Yraa2 + 3 5 a3 = —ar1y X —by1a y + %CZ (4h) PV

Bss = —(z14—3) ay +(yat+3)a+ = —a(z1a—3) R+b(ya+3) 9+ 3c2 (4h) PV
383

B54 = ($14+%) a; — (y14— %) as + = a($14+%) )A(_b(y14_ %) y+%62 (4h) PV
283
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