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

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

ICSD 34853

Pearson symbol tP76

Space group number 92

Space group symbol P4,2,2

AFLOW prototype command aflow --proto=A8B11_tP76_92_2a3b_a5b-001
—~params=a, C/a7 X1,X2,T3,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29,
2105 Y10, 210, 115 Y11, 211

Simple Tetragonal primitive vectors

. ‘553

a; = axX

as = ay

ag = ¢C Z

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 21 a = ar1X+ary (4a) As 1
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B2 = —ri1a; — T a+ %ag = 7@.%15‘(70,581574* %Ci (48,) As1

B; = —(xl—%) a1+(x1+%) ap + = —a(ml—%)i—i—a(:ﬁl—i—%)y—i—ici (4a) As1
1
133
B, = (1‘14—%)&1—(331—%) ag—‘r%ag = a(xl—&—%)i—a(xl—%)y—i—%ci (43) As1
B5 = To Ay + Tg as = angc+ax2$f (48,) As 11
Bg = —Zoa; — Toag + %ag = —axoX —arey + %ci (4a) As 11
By = —(z2—3)a+(z2+3)as+ = —a(zy— %) X+a(z2+3)y+ ez (4a) As 1T
1
143
Bg = (1:2—|—%) al—(x2—%) a2+%a3 = a(3:2+%))“c—a(x2—%)y+%ci (4a) As1I
By = T3a; + T3 as = ax3X +arsy (4a) Nil
Bio = —x3a; — T3as + %ag = —ar3X —ar3y + %ci (4a) Nil
Bi1 = —($3—%) al+(l‘3+%) as + = —a(xg—%)fc—l—a(xg—l—%)y—l—ici (43) Nil
1
133
Biz = (z3+3)ai—(z3—3%)ax+3a; = a(zs+3) x—a(z3—1) g+ 3c2 (4a) Nil
Bz = Tgay + ygas + 243 = arys X+ aysy +cz4 2 (8b) As III
By = —Tga; —Ysag + (24 + %) as = —aryX —aysy +c (24 + %) Z (8b) As III
Bis = —-(mu—-3Ha+(@m+i)a+ = —a(lpu—13) %ta(za+d)y+c(au+i)z (8b) As 11
(2a+7) 23
Bis = (yat+3)ar— (za—3) ax + = a(pu+3)k—a(rs—3)9+c(aat+2)2 (8b) As III
(za+3) a3
By = —(1134—%) a; + (y4+%) as — = —a (x4— %) X+a (y4+%) y—c(z4— i) Z (8b) As II1
(21~ 1) g
Bis = (x4+%)a1—(y4—%)a2— = a(m—k%))E—a(y4—%)y—c(z4—%)i (8b) As II1
(24— 3) 23
By = Ysad1 + Tga2 — 2483 = ays X+ axsy —c24 2 (8b) As III
By = —yga; — Tga9 — (24 - %) as = —aysX —aryy —c (z4 - %) Z (8b) As III
By, = Tsaj + Ysaz + 25 as = axsX +aysy +czs52 (8b) As IV
B22 = —Tsal1 — Ysa + (25 + %) as = —alXs X — ay5$7 +c (2’5 + %) Z (8b) AS IV
Bas = —(ys—3)ar+(zs+3)a+ = —a(ys—3) Xta(zs+3)y+c(z+1)2 (8b) As IV
(Z5 + i az
Boy, = (ys+ %) a1 — (x5 — 3) ax + = a(ys+3)%—a(zs—3)9+c(es+2)2 (8b) As IV
(25 + %) as
Bes = —(zs—3)ai+(ys+3)a— = —a(zs—3) Xta(ys+3)y—c(z—13)2 (8b) As IV
(25 — 1) a3
Be = (zs+i)ai—(ys—2)as— = a(zs+i)%k—a(ys—3)y—c(xs—3)2  (8b) As IV
(25— 7) a3
By = ysay + Tsas — 25 as = ays X +arsy —cz52 (8b) As IV
st = —Ysa; — Tsaz — (25 — %) as = —ay55< — a.’L‘5S’ —C (25 — %) Z (Sb) As 1V
Bzg = Tea + Yg a2 + 2 as = are X+ ayYe }7 + czg Z (8b) AsV
B3z = —zga; —ysas + (26 + 1) as = —argR —ays Y +c (2 +3) 2 (8b) As 'V
Bsi = —(ys—3)ar+(ze+3)as+ = —a(ys—3) Xta(zs+3)y+c(z+7)2 (8b) AsV
(264 1) 2
B3, = (yg—i-%)al—(mg—%)ag—i— = a(y(;—&-%)f(—a(l@—%)Sf—i—c(zﬁ‘—i—%)i (8b) AsV
20+ ) g
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