Sr3lns P4 Structure:
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

In2P4 SI‘3

A2B4C3_0P18.58_g 2g_ag-001
61335

1624864

oP18

58

Pnnm

aflow --proto=A2B4C3_oP18_58_g_2g_ag-001
--params=a, b/a, c/a, T2, Y2, T3, Y3, T4, Y4, T5, Y5

Other compounds with this structure
Cagln2A34, EugIn2AS47 83N2La4, SI‘31D2AS4, SI‘3II’12P4

e This is classified as a Zintl phasel, that is, a compound formed of an alkali or alkaline metal and atomic species from the
right side of the periodic table.
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Simple Orthorhombic primitive vectors

a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Sr 1
B, = %al—k%ag—i—%ag = %a&—i—%by—i—%ci (2a) Srl
Bs = ZToay + Yo ag = ars X+ bys ¥ (4g) InI
By = —Taa; — Y2 a2 = —ar2X —by2 ¥ (4g) Inl
Bs = —(22—-1) a11+ (y2+3)aa+ = —a(ze— %) X+b(y2+3) §+3c2 (4g) Inl
243
Bsg = (a:2+%)a1—(y2—%)a2+%a3 = a(arg—l-%))”c—b(yg—%)y—kéci (4g) Inl
B = rza; +ysaz = ar3X +bysy (4g) P1I
Bs = —rza; — Yz as = —ar3X —bysy (4g) P1
By = —(m—3)a+(y+i)a+ = —a(wzs3—3) X+b(ys+3) §+3c2 (4g) PI
283
Bio = (m3+%)a17(ygf%)a2+%a3 = a($3+%)5<*b(y *%)}A’JF%CQ (4g) PI
Bi1 = Tqay + ygas = arsX +bys ¥ (4g) PII
B = —x48; — Y4 Qs = —aryX —bysy (4g) PII
Bz = —(za— %) a11—|— (ya+3)ar+ = —a(wg— %) )A(+b(y4—|—%) ¥+ 3icz (4g) P1II
283
By = (ma+3)ai—(pu—3)atiaz = a(zs+3)%x—bys—3) §+3c2 (4g) P II
Bis = Ty ay + ys as = arsX + bys ¥ (4g) Sr1II
Big = —x5a; — Y5 ag = —arsX —bysy (4g) Sr 11
By, = - (z5 - %) a11+ (y5 + %) a+ = —a (:1:5 — %) X+b (y5 + %) ¥+ %ci (4g) Sr 11
243
Bis = (l‘s-i-%) al—(y5—%) ag—i—%ag = a($5+%)ﬁ—b(y5—%)y+%ci (4g) Sr II
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