CesSigNy; Structure:
A3B11C6_tP40.100_ac_bc2d_cd-001

This structure originally had the label A3B11C6_tP40_100_ac_bc2d_cd. Calls to that address will be redirected here.
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Prototype CesNy1Sig

AFLOW prototype label A3B11C6-tP40-100_ac_bc2d_cd-001
ICSD 401679

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 21,22, T3,23,T4,24,T5,25,L6,Y6, 26, L7, Y7, 27, T8,Y8, <8

Other compounds with this structure
LagSigNu, Nd3816Nn7 PI3Si6N11, SmgsiGNn

e (Woike, 1995) does not have in ICSD listing for Ce3SigN11, so we use the one from (Schlieper, 1995).


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/LZ7C
https://aflow.org/p/A3B11C6_tP40_100_ac_bc2d_cd-001

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

Simple Tetragonal primitive vectors

a3
a2
a1
a; = ax
a = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 cx % (2a) Cel
B, = %a1+%a2+zla3 %af{Jr%aerczli (2a) Cel
B; = %al + 29 as %ai—i—czzi (2b) NI
B, = 3as+ 2223 3049 + 2l (2b) NI
B; = zgay + (23 + 1) ax + 23 a3 arsX+a(r3+3) §+casz (4c) CeII
Bsg = —x3a — (137 %) ar + z3 a3 *G,Il'gf(*a(’l}g* %) V+czz (4c) Ce Il
B, = — (953 - %) a; +x3as + z3a;3 —a (1’3 — %) X+ ax3y +cz3z (4¢) Ce II
Bsg = (x;;—l—%) a; — r3as + z3a3 a(l'g-i-%) X —axrsy +cz32 (4c) Ce II
By, = zia; + (244 %) as + 2183 arsX+a(za+3) §+cuz (4c) N II
Bio = —zr4a; — (:v4f %) ar + z4 a3 fax4>“cfa(x4f %) V+cziz (4¢) N II
Bi1 = — (x4 — %) a; +xg4as + 24 a3 —a (x4 — %) X+aryy+czaz (4c) NII
B, = (m—l—%) a; — x4as + 2443 a(u—i—%) X—aryy +cz42 (4c) N II
Bis = zsar + (25 + 1) as + z5 a3 avsX+a(rs+3) §+cesz (4c) Sil
B = —Tsa; — (fE5 - %) ar + z5 a3 —axrsX —a (x5 — %) V+ceziz (4c) Sil
Bis = — (w5 — %) a; +x5as + 25 a3 —a (:L‘5 — %) X+ arsy + c25Z (4c) Sil
Big = (x5—|—%) a; — Tsas + 25 a3 a(a%—i—%) X —arsy +cz5Z (4c) Sil
By = Tgay + Y as + 2 as argX + aygy + czg Z (8d) N III
Bis = —Tga; — Ygas + zg as —axgX —ayey +cze 2 (8d) N III
By = —ygay + Tgas + zg as —ays X + axrgy + czg Z (8d) N III
By = Y6 a1 — Tg Az + 26 A3 ays X —argy + c26 2 (8d) N III
By, = (%Jr%) alf(yﬁf%) as + 26 as a(x6+%) )‘cfa(yﬁf%) y+cziz (8d) N III
B = —(z6—3)ar+ (yo+3)a+ —a(zg—%)X+a(ye+3)§+czi (8d) N III
26 a3
Bos = —(y —%) al—(xﬁ—%) a; + —a(y —%)i—a(%—%)y—&—c%i (8d) N III
%6 as
Boy = (y6+%) a1+(:£6—|—%) as -+ zg ag a(yg—i—%) )“(—l—a(acﬁ—i—%) y+czz (8d) N III
Bos = r7aj +yrag + 27 a3 arrX+ay; y + czr 2 (8d) NIV
By = —x7a; —yras + z7as —ar7X —ayry +czr Z (8d) NIV



By = —yray +x7as + z7ag = —ayr X+ ax7y + czr Z (8d) NIV

Bas = yra] — r7as + 27 as = ayr X —axr7y + czrZ (8d) NIV

By = (aw—i—%) al—(y7—%) as+zrag = a(m—&—%) k—a(m—%) v +czrz (8d) NIV

Bsgo = —(zr—3)ai+(yr+3)a+ = —a(wr—3) X+a(yr+3)§+cxi (8d) NIV
27 a3

Bsi = —(yr—3)ai—(zr—L)at+ = —a(yr— ) x—a(er—3) §+cexa (8d) NIV
27 a3

B3, = (w—i—%) aﬁ—(w—i—%) as+zrag = a(y7—|—%) 5(—!—@(337—1—%) V+czrz (8d) NIV

B3 = Tga + ysas + 2g as = argX +aysy + czgZ (8d) SiII

B3, = —Tga; —ygsas + zgas = —axgX —aysy +czgZ (8d) Si 1T

B3z = —yga; + xgas + zgag = —ays X+ axgy + czg (8d) Si 11

Bs3g = yYsa; — Tgas + 2g as = aysX —argy +czzz (8d) SiII

Bs; = (.Tg‘i‘%) al—(ys—%) as+zgag = a(x8+%) )‘c—a(ys—%) y+ci (8d) Si II

Bss = —(zs—3)ai+(ys+3)a+ = —a(zs— %) X+a(ys+3) 9+t (8d) Si 11
28 a3

Bsgg = —(ys—3)a1—(zs—3)a+ = —a(ys—3)X—a(zs—3) §+cwi (8d) Si Il
2g as

Bso = (ys+3)ai+(zs+3) astzsas = alys+3)x+a(zs+31)§+cesi (8d) Sill
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