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Prototype MnySir

AFLOW prototype label A4B7_tP44_116_ach2i_e3j-001
ICSD 20323

Pearson symbol tP44

Space group number 116

Space group symbol Pic2

AFLOW prototype command aflow —-proto=A4B7_tP44_116_ach2i_e3j-001
—~params=a, C/a7 T3, 24,25, 26,7, Y7, 27, T8, Y8, 28, L9, Y9, 29

e This an example of a “Nowotny chimney-ladder structure” (Pearson, 1970), T,,X,,, where “T” is a transition metal, “X*
is a row IIT or IV metal (or semiconductor), and 1.25 < m/n < 2. The transition metal atoms are arranged similarly to
the atoms in the 3-Sn (A5).
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By = —ygaj + Tgas — 29 as = —aygX +axgy — czg Z (8j) Silv

By = z9a; —yoas + (29 + 3) as = argX —ayey +c (20 + 1) 2 (8j) SiIv

By = —zga; +ygas + (20 + 1) as = —azgX+aysy +c (20 + 3) 2 (8j) Silv
(8) Si IV
(8))

Si IV

Bas = yoar +woas — (2 — 3) a = ayo X + axgy —c(z9 — 3) 2

By =  —yai—apar—(0-3)a = —aygX —avgy —c (20— ;) 2
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