NigSis Structure:

A3B2 0C80 36 4adb 2a3b-001

This structure originally had the label A3B2_0C80_36_4a4b_2a3b. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: [10.1016/j.commatsci.2021.110450.
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AFLOW prototype label
ICSD
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Space group symbol

AFLOW prototype command
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A3B2_0C80-36_4a4b_2a3b-001
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aflow --proto=A3B2_oC80_36_4a4b_2a3b-001
--params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Yas 24, Y5, 25, Y6, 265 L7, Y7+ 27, L8, Y8, 28, L9, Y9,
29,210, Y105, 2105 T11, Y11, 211, T12, Y12, 212, L13, Y13, 213

Base-centered Orthorhombic primitive vectors
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a; = %aﬁ—%by
Lo 11

az = jaX+3by

ag = CcZ

Basis vectors

B2
Bs
By

Bs
B~
Bsg

Bio
B1a
Bi2
Bis

B14

Bis

B16

Bir

Bis

B19

Ba2o

B21

Ba2

Lattice
coordinates

—Y1a; +yrazx+zia3
y1al—y1a2+(z1+%) as
—Yy2a1 +y2az +22a3
Y2a1 —Yy2az + (22+ %) az
—Yza; +ysas +z3a3
Ysay —ysag + (23+ %) as
—Ysa1 +Yysaz + 2423
Ysay —ysag + (Z4+ %) az
—Ysa; +ysaz +z5a3
y5a1fy5a2+(25+%) as
—Ye a1 + Ys A2 1+ 26 a3
Yo a1 — Yo az + (ZG+ %) az
(w7 —yr) a1 + (w7 +yr) az +
Z7as
— (27 —yr) a1 — (27 +y7) a2 +
(z7+%) as
(x7 +y7) a1 + (x7 — y7) a2 +
(27+3) a3
— (27 +yr) an — (27 —yr) a2 +
27 a3

(s —ys) ay + (zs +ys) az +
zZg as
—(zs —ys) a1 — (zs +ys) az +
(Zg + %) as
(zs +ys) a1 + (v — yg) az +
(Zg + %) as
—(zs +ys) a1 — (x5 —ys) az +
Zg as

(rg —yo) a1 + (w9 + yo) az +
Zg asg

— (29 —yo) a1 — (x9 +y9) a2 +
(20 +3) a3

Cartesian
coordinates

b1y +cxn1 2
—by1y+c(zl—|—%) Z
bys ¥ + cz22
—by2§+c(2+1) 2
bysy + cz3 2
—by3§7—|—c(23—|—%) Z
bys ¥ +cza 2
—bysy+c(za+i) 2
bysy + cz5 2
fby5y+c(25+%) Z
bye ¥ +c26 2
—bys§ +c(z+ 1) 2

ar7X+by; ¥ +cz72
—azr X —byr g +c(zr+3) 2
avr X —byr § +c (27 + 3) 2
—ar7 X+ by y + c2r Z
axsX +bysy +czg 2
faazsfcfbygwac(szr%) Z
arsX —bysy +c(2s + 1) 2
—axgX +bys ¥ + czz2
axgX +byoy +cz9

—al‘gf{—bygy-l—C(Zg—l-%) Z

Wyckoff
position

(4a)
4a

N

(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(4a)
(8b)

(8b)
(8b)
(8b)
(8b)
(8b)
(8b)
(8b)
(8b)

(8b)

Atom
type
Nil
Nil
Ni II
Ni II
Ni IIT
Ni IIT
Ni IV
NilV
Sil
Sil
Si 1T
Si IT
NiV

NiV

NiV

NiV

Ni VI

Ni VI

Ni VI

Ni VI

Ni VII

Ni VII



B23 = (179 + yg) a; + (lL‘g — yg) as + = alg X — bygy +c (Zg + %) Z (Sb) Ni VII

(o + 3) 20
B24 = — (.’L‘g + yg) a; — (1’9 — yg) as + = —axg X+ byg y + czg Z (Sb) Ni VII
Zg as
By = (3310 - ym) a; + = ax1gX +by10y + cz102 (8b) Ni VIII
(10 + Y10) a2 + 210 a3
B2 = — (210 — y10) @1 — = —azioR —byioy +c(z0+3) 2 (8b) Ni VIII
(r10 + y10) a2 + (Zlo + %) as
By = (710 + y10) a1 + = azioX —by10§ + ¢ (210 + 3) 2 (8b) Ni VIII
(z10 — y10) a2 + (2’10 + %) as
Bos = — (xlo —+ le) a; — = —axrio X+ ble y + cz19 Z (8b) Ni VIII
(r10 — Y10) @2 + 210 @3
By = (11 —y11) a1 + = ar11X+byn ¥ +czi1 2 (8b) Si III
(11 +y11) a2 + 211 a3
B3O = —(3311 7y11) a; — = 7aa:115<7by11y+c(211 —+ %) 2 (Sb) Sl III
(z11 +y11) a2 + (211 + %) as
B3 = (T11 +y11) a1 + = arn X —byn § +c (211 +3) 2 (8b) Si III
(11 —y11) a2 + (2’11 + %) ag
Bs3s = — (:Cll + yll) a; — = —ar11 X+by11 ¥ +cz11Z (Sb) Si IIT
(11 — y11) a2 + z11 a3
B33 = ((1}‘12 — y12) aj + = ari2 i + by12 y + CZ12 i (Sb) Sl IV
(712 +y12) a2 + 212 a3
B3y = — (12 —Y12) a1 — = —azi2X —by12y +c¢ (7512 + %) z (8b) St IV
(z12 +y12) a2 + (212 + %) as
Bss = (T12 +y12) a1 + = arip X —byay +c(z12+3) 2 (8b) SilV
(r12 — y12) a2 + (2712 + %) ag
B3s = — (w12 + y12) a1 — = —ar12X +by12y + c212 2 (8b) Silv
(r12 — y12) a2 + z12a3
Bsr = (713 — y13) a1 + = arizX +by13y + cz13 2 (8b) SiV
(13 +y13) a2 + z13 a3
Bss = — (713 —y13) a1 — = —az13X —byr3§ +c (213 + 3) 2 (8b) SiV
(z13 +y13) a2 + (2’13 + %) ag
B3 = (13 +y13) a1 + = ari3X —byisy +c(z13+3) 2 (8b) SiV
(r13 — y13) a2 + (213 + %) as
Bso = — (713 + y13) a1 — = —az13X +by13y + cz2132 (8b) SiV

(x13 — y13) ag + z13 ag
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