Maucherite (Nij;Asg) Structure:
A8B11 tP76.92 2a3b_abb-001
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Prototype AsgNiqy

AFLOW prototype label A8B11_tP76.92_2a3b_a5b-001
Mineral name maucherite

ICSD 34853

CCDC 1607131

Pearson symbol tP76

Space group number 92


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/CBJ0
https://aflow.org/prototype-encyclopedia/A8B11_tP76_92_2a3b_a5b-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=34853&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1607131&DatabaseToSearch=Published

Space group symbol P4,212

AFLOW prototype command aflow --proto=A8B11_tP76_92_2a3b_a5b-001
—~params=a, C/a7 T1,T2,T3,T4,Y4,24,T5,Ys5,25,T6,Y6,26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29,
2105 Y10, 210, L115 Y11, 211

Simple Tetragonal primitive vectors

L
azaa

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 7 as = ar1X+ar1y (4a) As1
B, = —z1a; — T as + %ag = —ar1X —ar y + %ci (4a) As1
B = —(ml—%) a11+ (ml—&—%) as + = —a (xl—%) 5(—|—a(acl+%) Sf—f—%ci (4a) As1
193
B, = (z1+%)a1—(azl—%) a2+%a3 = a(x1+%)i—a(x1—%)y+%ci (4a) As1
By = Toa; + Toas = ars X+ arsy (4a) As 11
Bg = —Xoa] — Toas + % as = —aro X —axryy + %ci (4a) As 11
B, = - (acg — %) a11+ (l‘g—‘r%) a+ = —a (.2?2 — %) 5(—|—a(x2—|—%) y—l—ici (4a) As 11
133
Bs = (xz—l—%) al—(:cg—%) a2+%a3 = a(xg—k%)f(—a(acg—%)y—i-%ci (4a) As 11
By = T3a; + T3 a = ar3X +arsy (4a) Nil
Bio = —r3a; —T3a + 3 ag = —ar3X —aw3§ + 3c2 (4a) Nil
By = f(ng%) a11+ (9:3+%) a+ = —a (ng%) )A(Jra(ngr%) er%ci (4a) Nil
133
B2 = (I3+%) al—(xg—%) ag—&—%a;; = a(:vg—&-%)i—a(xg—%)y—i—%ci (4a) Nil
Bz = Tya; +ysas + 24 ag = arsX +aysy +czy Z (8b) As IIT
By = —x4a; —Ygas + (24 + %) as = —argX —ay,y +c (Z4 + %) Z (8b) As 111
Bis = —(u—-3a+(@+i)a+ = —a(lpu—3) fta(za+d)y+c(au+i)2 (8b) As TIT
(22 +7) as
Bie = (ut3)a—(ru—3)a+ = a(mu+sz)X—a(za—3)9+c(=u+3)z  (8b) As TI1
(24 + %) ag
Biz = —(m-Ya+m+tia- = —-a(@—3)fta(mu+i)y—c(u—1%) 2 (8b) As IIT
(21— 1) as
Bis = (x4+%) alf(y4f%)a27 = a(:c4+%))“cfa(y4f%)yfc(z4f%)2 (8b) As IIT
(22— 3) as
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