PtPb, (D1,) Structure:
A4B tP10.125 m a-001

This structure previously used the label(s) A4B_tP10_125 m_a. Calls to these addresses will be redirected here.
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Prototype PbsPt
AFLOW prototype label A4B_tP10-125_m_a-001
Strukturbericht designation D1y
ICSD 648397
CCDC 1763188
Pearson symbol tP10
Space group number 125
Space group symbol P4/nbm

AFLOW prototype command aflow --proto=A4B_tP10_125_m_a-001
--params=a, c/a, Tz, 22

e (Rosler, 1951) give the structure in setting 1 of space group P4/nbm #125. We have shifted this to our standard setting 2.

o (Pearson, 1958) states that this structure is related to (C16 khatyrkite (AlyCu).
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Simple Tetragonal primitive vectors

af?

a; = ax

a = ay

ag = CZ

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tai+ §a = ja%+ fay (2a) Pt 1
B = Sa;+2ay = jax+ fay (2a) Pel
B; = Toa; — To g + 22 a3 = ara X —aray + czoZ (8m) Pb1
By = —(z2—3)ar+(z2+3)as+ = —a(za—3) X+a(ze+35)y+cznz (8m) Pb1
zgas

Bs = (x2+%) a; + xoas + 29 a3 = a(x2+%)i+axgy+6222 (8m) Pb1
Bg = —xgal—(a: —%) ar + 2 a3 = —a:rgfc—a(x —%)y—kczQZ (8m) Pb1
B, = —(ch—%) a; — Tpas — 29 a3 = —a(xg—%) X—arsy —c20i (8m) Pb1
Bg = xgal—i—(xg—k%) ar — zp a3 = angc—&—a(xg—&—%)y—cz'gi (8m) Pb1
By = —Zoaj + Toag — 29 a3 = —axrs X+ axsy — cz0 Z (8m) Pb1
Bio = ($2+%) al—(x —%) ag—z9a3 = a(xg—i—%))‘(—a(ac —%)y—czzi (8m) Pb1
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