Enargite (AsCusSy, H25) Structure:

AB3C4 oP16_31 a_ab 2ab-001

This structure previously used the label(s) AB3C4_oP16_31_a_ab_2ab. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
Strukturbericht designation
Mineral name

ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/LOGQ

https://aflow.org/prototype-encyclopedia/AB3C4_oP16_31_a_ab_2ab-001

ASCU384

AB3C4_0P16_31_a_ab_2ab-001
H25

enargite

14285

1595678

oP16

31

Pmn2;

aflow --proto=AB3C4_oP16_31_a_ab_2ab-001
—Tparams=a, b/a7 C/a7 Y1,21,Y2,22,Y3,23,Y4,24,T5,Y5, 25, L6, Y6, 26

Other compounds with this structure
LigASO4, ﬂ—Li3P04, ’7—Li3PS4, SbCU3S4, VLi304



http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/L0GQ
https://aflow.org/prototype-encyclopedia/AB3C4_oP16_31_a_ab_2ab-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=14285&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1595678&DatabaseToSearch=Published

e This structure should not be confused with the lazareviéite form of AsCusSy, which is related to an sp? cubic structure.
AsCugSy can also be found as tetragonal luzonite.

Simple Orthorhombic primitive vectors

23
a; = aX
as = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1az + 21 as = byr § + ¢z 2 (2a) As 1
B, = fa; —yrag+ (214 3) ag = fax—bpy+c(n+i)2 (2a) As1
B; = Y2 a2 + 22 as = by ¥ + c22 Z (2a) Cul
B, = sar—ppar+ (2 +3) as - tax—byy+c(za+3)2 (2a) Cul
Bs = Yz as + zz ag = bysy + cz32 (2a) S1I
B = %31—93324-(23-1—%) ag = %ai—bygy-l—C(Zg—F%)i (2a) S1
B = Yaaz + z4 as = bys ¥ + cz4 Z (2a) S 11
Bs = sar—ysax+ (2 +3) as = tax—bysy+c(za+3)2 (2a) S1I
By = ZTsai + yYsaz + 25 ag = ars X +bys § 4+ cz52 (4b) Cu Il
Bio = —(335—%) a; —ysag + = —a(x5—%)5<—by5$f—|—c(z5+%) z (4b) Cull
(2 +3) as
Bii = (z5+3) ai—ysas+(z5+3)as = a(zs+3) K—bysy+c(zs+1i)2 (4b) Cull
Bz = —r5a; + ysas + 25 ag = —ars X+ bysy + cz5 2 (4b) Cull
Bz = Tgay + Ygas + 2¢ as = areX + byg ¥ + cz6 Z (4b) S III
B = —(z6 — 3) a1 —ysaz + = —a(ze—3) X —byey +c(z6+3) 2 (4b) S 111
(26 + 3) as
Bis = (z6+3)ai—ysas+(z6+3)as = a(ze+3) X—bysy +c(z+1) 2 (4b) S III
Bis = —Tg a1 + Y a2 + 2z a3 = —are X+ bys§ + cz (4b) S II1
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