NigSis Structure:

A3B2 0C80 36 4adb 2a3b-001

This structure previously used the label(s) A3B2_0C80_36_4a4b_2a3b. Calls to these addresses will be redirected here.

Cite this page as:

e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e 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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https://aflow.org/prototype-encyclopedia/5H38

https://aflow.org/prototype-encyclopedia/A3B2_0C80-36-4a4b_2a3b-001
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A3B2_0C80.36_4a4b_2a3b-001

ICSD 43561
CCDC 1613045
Pearson symbol oC80
Space group number 36
Space group symbol Cme2q

AFLOW prototype command  aflow --proto=A3B2_0C80_36_4ad4b_2a3b-001
——params=a,b/a, C/ayyla21731272’2,3/37237314,247115,Z5,y6,267137,3/7,Z7y$87y8,2’8,1‘9,y97
29,210, Y10, 210, T11, Y11, 11, 12, Y12, 212, 13, Y13, 213
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Base-centered Orthorhombic primitive vectors

La
a; = sax—3iby
az = Llax+lby
ag = cZ A\
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 ty1az+z1a3 = by1 § +cz1 2 (4a) Ni I
B, = yray —yraz+ (21 + 3) as = —by1§+c(a+1i)2 (4a) Nil
B; = —Y2 a1 + Yz a2 + 22 a3 = by2 § + c20 Z (4a) Ni IT
By = y2a1 —yaaz + (22 + 3) as = —bys§+c(z2+3)2 (4a) Ni 1T
Bs = —Ysa; +ysaz +z23a3 = bysy + cz3 2 (4a) Ni II1
Bg = ysa; — yzas + (23+%) as = fby3y+c(23+ %) Z (4a) Ni III
B = —ysa1 tysaz +zsa3 = bys § + cza 2 (4a) Ni IV
Bs = yaay —ysaz + (za+ 3) as = —bysy+c(za+ i) 2 (4a) Ni IV
By = —Ysai +ysaz + 2583 = bys § + cz5 Z (4a) Sil
Bio = ysay —ysaz + (25 + 3) as = —bys§+c(zs+ 1) 2 (4a) Sil
Bi1 = —Ye a1 + Yo az + z a3 = bys § + cz6 Z (4a) Si 1T
B2 = ysar —yeaz + (z + 3) as = —bys§ +c (26 + %) 2 (4a) Si 1T
Bis = (zr—yr)ait+(@rtyr)at+ = arg X +byr § + czr 2 (8b) Ni V
Z7as
Bias = —(mr—yr)ar—(vr+tyr)az+ = —arr X —byr§ +c(zr+3) 2 (8b) Ni Vv
(Z7 + %) as
Bis =  (ertyr)ar+(wr—yr)ast = azy X —byr § +c¢ (27 + 5) 2 (8b) Ni V
(2 +3) as
Bie = —(wrty)ar—(ar—yr)ax+ = —ar7X+byry +czrz (8b) Ni V
Z7as
Biz = (ws—ys)ar+(zs+ys)az+ = arg X + bys § + c2s 2 (8b) Ni VI
zZg as
Bis = —(zs—ys)ar— (zs+ys)ax+ = —arsX —bys § +c (25 + 3) 2 (8b) Ni VI
(24 1) 29
Bio = (zstys)ar+(ws—ys)ar+ = arg X —bys§ +c(zs+3) 2 (8b) Ni VI
(2 +3) as
Bao = —(zs+uys)ar—(zs—ys) ax+ = —arg X +bysy + c2g 2 (8b) Ni VI
Zg a3
Ba1 = (@o—yo) e+ (zo+y) a2+ = awg X + byy § + cz9 2 (8b) Ni VII

Zg as



B2z = —(29—y9) a1 — (T +yg) a2+ = —azgX —bygy +c (20 + 5) 2 (8b) Ni VII

(20 +3) as
B2z = (rg +yo) a1 + (xg —yo) a2+ = arg X —bye ¥ + ¢ (20 + 3) 2 (8b) Ni VI
(o + 1) 20
B2y = —(zo+yo)ar—(zg—yo)az+ = —argX +byy ¥ + cz9 2 (8b) Ni VI
%9 ag
Bos = ("EIO — yl()) a; + = arigX + byl() 5’ +cz10Z (8b) Ni VIII
(w10 + y10) a2 + 210 a3
B2 = — (10 — Y10) a1 — = —az1oX —byr0§ + ¢ (210 + 3) 2 (8b) Ni VIII
(x10 + Y10) a2 + (2’10 + %) as
B27 — (xlo —+ le) a; + = arig X — ble y +c (2’10 —+ %) 7 (8b) Ni VIII
(r10 — y10) a2 + (210 + %) as
Bas = — (%10 + Y10) a1 — = —az10X + by10 ¥y + cz10 2 (8b) Ni VIII
(710 — y10) a2 + 210 a3
Bog = (xll — yll) a; + = ari1 X + byll S’ 4+ cz11 Z (Sb) Si III
(r11 +y11) a2 + 211 a3
Bso = — (11 —y11) a1 — = —arpnX—byny+c(zn+3) 2 (8b) Si III
(11 +y11) a2 + (211 + %) ag
B3, = (1;11 +y11) a; + = a:z:llfc—byllerc(zn + %) Z (Sb) Si III
(r11 —y11) a2 + (211 + %) as
Bsx = - (xll + yn) a; — = —arx11 X+ by11y +cz11z (Sb) Si ITI
(r11 —y11) a2 + 211 a3
B3 = (12 — y12) a1 + = aria X+ by12y + cz12 2 (8b) Si IV
(12 +y12) a2 + z12a3
B3y = — (12 —y12) a1 — = —ar1 X —by12y +c(z12+3) 2 (8b) Silv
(12 + y12) a2 + (2712 + %) as
Bss = (712 +y12) a1 + = ar1aX —by12y + ¢ (z12 + %) Z (8b) Si IV
(r12 — y12) a2 + (2’12 + %) as
B36 = — (x12 + y12) a; — = —axio X+ by12 y + cz19 Z (8b) SiIv
(r12 — y12) a2 + 21283
Bsr = (T13 —y13) a1 + = ar13X +by13§ + cz13 2 (8b) SiV
(13 +y13) a2 + z13 a3
Bss = — (713 — y13) a1 — = —ar13X —by13¥ + ¢ (213 + 5) 2 (8b) StV
(r13 +y13) a2 + (213 + %) as
Bsy = (T13 +y13) a1 + = arizX —by1z§ +c (213 + 3) 2 (8b) SiV
(713 — y13) Az + (213 + %) ag
Bso = — (213 +y13) a1 — = —az13X + by13y + cz13 2 (8b) SiV

(x13 — y13) a2 + z13 a3
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