CesSigNy; Structure:
A3B11C6_tP40.100_ac_bc2d_cd-001

This structure previously used the label(s) A3B11C6_tP40_100_ac_bc2d_cd. Calls to these addresses will be redirected here.
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Prototype CegNq1Sig

AFLOW prototype label A3B11C6_tP40_100_ac_bc2d_cd-001
ICSD 401679

CCDC 1724703

Pearson symbol tP40

Space group number 100

Space group symbol P4bm

AFLOW prototype command aflow —-proto=A3B11C6_tP40_100_ac_bc2d_cd-001
—~params=a, C/a7 Z1,22,T3,23,T4,24,T5,25,L6, Y6, %6, L7, Y7, 27, T8, Y8, <8
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Other compounds with this structure
LagSiﬁNll, Nd3Si@N11, PI‘3Si@N11, Sm38i6N11

o (Woike, 1995) does not have in ICSD listing for Ce3SigNy1, so we use the one from (Schlieper, 1995).

e Some sites use Sm3SigN1; as the prototype for this structure.

Simple Tetragonal primitive vectors

a2

all .

a; = ax

az = ay

ag = cz

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 21 a3 = c 7 (2a) Cel
B, = %al—i—%ag—l—zla;; = %ai—i—%ay—i—czli (2a) Cel
B; = 3ai+ 22 a3 = saX+ czy 2 (2b) NI
B, = %ag + 20 a3 = %ay—l-czgi (2b) NI
Bs = r3a + (x3+%) ar + z3 a3 = a:r3>“<+a(x3+%) y+czsz (4c) Ce Il
Bg = —x3a] — (mg — %) as + z3 a3 = —ax3X —a (x3 — %) y +cz3Z (4c) CeII
B~ — (xg — %) a; +x3as + z3a3 = —a (x3 — %) X+ ar3y +cz3Z (4c) Ce II
Bg = (1:3—|—%) a; — r3as + 23a3 = a(x3+%) X—ax3y +cz3z (4¢) Ce II
By = x4a1—|—(x4+%) ar + z4 a3 = ami—&—a(u—ﬁ—%) V+eziz (4¢) N II
Bio = —x4a] — (m4 — %) as + z4 a3 = —axsX —a (x4 — %) y+cziz (4c) N II
Bi: — (Jc4 — %) a; +x4as + 24 a3 = —a (334 — %) X+ aryy+czq2 (4c) N II
B, = (z4+%) a; — T4a + 2483 = a(x4+%) X—arsy +czy 2 (4¢) N II
Bz = Tsag + (xs—i—%) ar + z5 a3 = amg,)“(—&—a(wg)—&—%) y+ceziz (4¢) Sil
B4y = —T5a; — (atg, — %) as + 25 a3 = —ax5X —a (x5 — %) ¥y +cz52 (4c) Sil
Bis = - (x5 - %) a; +x5as + 25a3 = —a (a:g, - %) X+arsy +cz52 (4¢) Sil
B = (:v5+%) a; — Tsas + 25 a3 = a(x5+%) X—axsy + cz5z (4c) Sil
By = Tgal + Ygas + 26 as = axegX+aysy + cz¢ 2 (8d) N III
Bis = —Tga; — Ygas + 2 as = —argX —aygy + c26 Z (8d) N III
Bio —yg a1 + Tgas + zg ag = —ayeX + axgy + czg 2 (8d) N III
By = Y6 a1 — Tgaz + 26 as = ayeX —argy + cz6 2 (8d) N III
By = ($6+%) al—(yG—%) as+zgag = a(:v(;—&—%) f{—a(yG—%) y+czz (8d) N III
By = —(mg—%) a1+(y6+%) a+ = —a(xG—%)fi—l—a(yg—&—%)y—&—czﬁi (8d) N III

Z6 a3



B23 = 7(y67%) alf(x(;*%) as + = fa(yﬁ—%)fc—a(x@—%)y+czﬁz (Sd) N III

26 as
Ba = (w+d) mtloot) mtzons = ot Reafeord)grenz () NI
B2y = T7a; + yras + 27 as = ar7 X +ay; y +czr (8d) NIV
Bog = —x7a; —yrag + z7as = —ar7X —ay;y +czr (8d) NIV
Bar = —yra; + r7as + z7ag = —ayr X+ ax7y +czr z (8d) NIV
Bas = yra; — r7ag + 27 ag = ay; X —ax7§ +c2r 2 (8d) NIV
By = (z7+3)a—(yr—3) ast+zraz = a(zr+3)%k—a(yr—3) §+cxz (8d) NIV
Bso = —(zr—3)ai+(yr+3)a+ = —a(r7— %) X+a(yr +3) §+car2 (8d) N1V
27 ag
Bsi = —(yr—3)ar—(azr—3)a+ = —a(yr—3)%x—a(zr—3) §+cexmi (8d) NIV
z7 as
Bsz: = (yr+3)ai+(zr+3) astzray = alyr+3) x+a(er+3)§+exa (8d) NIV
B3 = Tga) + ygas + 2g as = argX +aysy + czsz (8d) Si II
B3y = —rga; —ygas + zg ag = —argX —ays y + czg (8d) Si 1T
Bss = —Yysai +xgaz + 2z ag = —aysX +arsy + czzZ (8d) Si Tl
Bsg = Ys a1 — Tgag + 2s as = aysX —arsy + czs Z (8d) Si Il
Bsy = (zs+3)ai—(ys—3) axt+zsas = a(rs+3) X—a(ys—3) 9 +cz2 (8d) Sill
B = —(n-Dm+mrhmt - —a(n-dxra(wed) reaz 6 S0
zg as
B3y = —(yg—%) al—(xg—%) as+ = —a(ys—%)i—a(xg—%)y—FCZE;Z (8d) Sill
Zgas
Bso = (ys+3)ar+(zs+3) astzsaz = alys+3) x+a(zs+3) §+cesi (8d) Si I
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