B-NbPts Structure:
AB3.mP16_11_2e_2e2{-001
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Prototype NbPts
AFLOW prototype label AB3_.mP16_11_2e_2e2{-001
ICSD 105201
Pearson symbol mP16
Space group number 11
Space group symbol P2y /m

AFLOW prototype command aflow --proto=AB3_mP16_11_2e_2e2f-001

——params=a,b/a,c/a,ﬁ,ml,zl,wQ,ZQ,x37 23,T4,24,T5,Y5,25,L6,Y6, 26

Other compounds with this structure
TaPtg

e This is the high temperature structure of NbPt3. Room temperature a-NbPts takes on the CusTi (D0,) structure.

o (Giessen, 1964) find a unit cell in space group P2;/m #11 with 48 atoms and unique axis a in the conventional cell

(mP48), but the atomic positions given are consistent with the smaller (mP16) primitive cell shown here, where we use
the standard unique axis b.

Simple Monoclinic primitive vectors


https://aflow.org/p/A6R9
https://aflow.org/p/AB3_mP16_11_2e_2e2f-001
https://aflow.org/p/A3B_oP8_59_ae_b-001

ay; = aX

az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + %ag + 21 a3 = (ax1 4+ cz1cosfB) X + iberczl sin B Z (2e) Nb I
B, = —zi1a; + %ag — 2z a3 = —(azq + cz1 cos B) X + %by—czl sin 8% (2e) Nb I
B; = Toag + iag + 29 as = (axg + czacos B) X + iby—l—czz sin B (2e) Nb II
B, = —z9a; + %ag — 29 a3 = — (axg 4 czocos B) X + %by— czosin Bz (2e) Nb II
Bs = r3a + %ag + 23 a3 = (axs + czzcos B) X + ibercz;g, sin 8 Z (2e) Pt1
Bg = —x3a; + %ag — 23 a3 = — (ax3 4+ czzcos B) X + %by—czg sin 8z (2e) Pt 1
B, = T4ag + iag 4 z4 a3 = (axyq + czqcosB) X + iby—l—ca sin 3 (2e) Pt II
Bs = —r4a; + %ag — 2433 = — (axy 4+ cz4cos B) X + %by— czysin Bz (2e) Pt II
By = Tsai + ysas + 25 as = (axs + cz5co8 8) X+ bys § + cz5s8in S 2 (4f) Pt 111
Bio = —x5a; + (y5 + %) as — 25 as = — (ax5 +czscosB) X+ b (y5 + %) v - (4f) Pt 111
czs5sin Bz
By, = —Isa; — Yysas — z5as = —(axs+czscosf) X —bys§ — czssin Bz (4f) Pt 111
B = Tsa, — (y5 — %) as + 25 as = (axs + czscos B) X — b (y — %) v+ (4f) Pt 111
cz58in B 7
Bz = Tgay + yYg as + 2 as = (axg + czgcos B) X+ bys ¥ + czgsin 5z (4f) Pt IV
B = —z6a1+ (Yo + 3) a2 — 26 a3 = — (azg + czgcos f) X+ b (ys +3) ¥ — (4f) Pelv
czg sin 8 Z
By = —Xgal — Yga — 26 as = —(azg+czgcosf) X —bysy — czsin Bz (4f) Pt IV
Big = Tga, — (y — %) as + 26 as = (axe + czgcosf) X — b (y — %) v+ (4f) Pt IV
czgsin Bz
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