Ca14ZngAl1gOs5 Structure:
A12B14C35D4 _cF260.196_abeg_2ef _cef2h _e-001
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Prototype Al;oCai140357Zng

AFLOW prototype label A12B14C35D4_cF260_-196_abeg_2ef_cef2h_e-001
ICSD 50292

Pearson symbol cF260

Space group number 196

Space group symbol F23

AFLOW prototype command aflow --proto=A12B14C35D4_cF260_196_abeg_2ef_cef2h_e-001
—Tparams=a, T4, Ts5, L6, L7, L8, L9, L10, L11,L12, Y12, 212, L13, Y13, 213

e All of the sites labeled “aluminum” are actual 5 parts aluminum and 1 part zinc, giving the observed stoichiometry.
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Face-centered Cubic primitive vectors

a; = iay+jaz
az = %af{ + %a Z
ag = %a X+ %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) AlT
B, = fai+say+1ag = aX+ tay + za2 (4b) Alll
B; = laj+lay+lag = t1ax+ tay + taz (4c) Ol
B, = Taa; + Tya9 + x4 a3 = axsX+axrsy +axy (16e) Al III
Bs = T4a; + T8 — 3T4a3 = —aryX —axsy + aryz (16e) Al III
Bg = T4a; — 3T4as + T4a3 = —ars X+ arsy —axyz (16e) Al III
B = —3x4a1 +x4a0 + 1483 = axsX —arsy — axy (16e) Al III
Bsg = Tsap + T5as + x5 as = axs X+ axrsy + axsz (16e) Cal
By = Tsay + Tsas — 35 ag = —az5X — axrsy + axs Z (16e) Cal
B = Tsa) — 3Ts as + Ts ag = —axsX+arsy —axsz (16e) Cal
B,y = —3rsa; +x5as + x5 as = axsX —arsy — axsz (16e) Cal
B, = Tea; + Tgag + T as = areX + axgy + axeg Z (16e) Ca Il
Bz = Tga + Tgas — 3T ag = —azgX — axgy + axg Z (16e) Ca II
By = Tgay — 3Tgas + Tg ag = —axgX +argy —axgZ (16e) Ca II
Bis = —3xga; + rgas + rgas = axegX — argy — axe (16e) Ca II
Big = Tr7a; +x7as + xryag = ax7X +ax7y + axrrz (16e) OII
By, = T7a] +r7as — 3wy as = —ar7 X —ax7y + axr Z (16e) O1II
Bis = r7ay — 3xr7as + x7ag = —ax7X+ar7y —axrz (16e) OlII
By = —3x7a; +x7as + x7as = ax7X —axr7y —axr (16e) O1II
By = Tga; + rgas + rgas = arg X + axgy + axg z (16e) Zn 1
By = Tgay + Tgas — 3xg az = —argX —argy +axrgZ (16e) Zn 1
Boy = Tgay — 3rgas + rgas = —axgX +argy —axgz (16e) Zn 1
Baz = —3xga; + xrgas + rgas = axgX —argy — axrgz (16e) Zn 1
Boy = —Tgaj + Tgas + xg as = arg X (24f) Ca III
Bos = Tgay — Tgas — Tgas = —azxg X (24f) Ca III
Bog = Tga) — Tgas + Tgas = axyy (24f) Ca III
Byr = —Zgaj + Tgag — g as = —axgy (24f) Ca III
Bos = Tgay + Tgas — Tg as = arg Z (24f) Ca III
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(—x12 + Y12 + 212) a1 +
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