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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/58NH

https://aflow.org/prototype-encyclopedia/AB_mC32_15_2f 2{-001
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aflow --proto=AB_mC32_15_2f_ 2f-001
—Tparams=a, b/av C/aa Bv T1,Y1,71,T2,Y2,%22,T3,Y3,23,T4,Y4, 24

Base-centered Monoclinic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (v1 +y1) as + = (axy +czicosB) X+ by1 §+cz1sinfz (8f) Nal
Z1 a3
B: = —(mi+y)a—(x1—y1)a— = —(ax1+c(zl—%)cosﬂ) X+byy— (8f) Na I
1 1 . ~
21—5) as 0(21—5)51n5z
Bs; = —(nmi—-wy)a—(r1+y1)a— = —(axi+czicosP)X—by1y—cz1sinfz (8f) Nal
Z1 a3
B, = (r1 +y1) ar + (71 —y1) az + = (ax1+c(21 +%) COSﬂ) X—bypy+ (8f) Nal
(21+%) as c(21+%)sin52
By = (x2 —y2) a1 + (2 + y2) as + = (axe + czocos B) X+ bya § + czosin Sz (8f) Na II
Z9 asg
Be = —(z2twy)ar—(ra—yp)as— =  —(az2+c(2—3)cosf) X+byay - (8f) Na II
1 1 . N
(z2—§) as 6(22—5) sin 82
By = —(z2—y)ar—(xa+y)az— = —(ame+czacosf)X—bysy — czosinfz (8f) Na II
Z2 as
Bg = (x2+y2) a1 + (22 — y2) a2 + = (aacg +ec (22 + %) coS ﬁ) X—bys ¥+ (8f) Na II
(2 +3) a3 c(z2+3)sinBz
By = (x3 —y3) a1 + (x3 + y3) a2 + = (axs + czzcos B) X+ bys§ + czgsin 5z (8f) Sil
Z3ag
Bio = —(z3+y3)a—(v3—y3)ap— = — (az3+c (23 — 1) cosB) X+ byz § — (8f) Sil
1 1 . ~
(Z3_§) az 0(23—5) sin 32
Bi1 = —(x3—ys)a;—(x3+ys)aa— = —(axz+czzcosf) X—bysy —czzsinfz (8f) Sil
Z3 as
B2 = (v3+y3) ai + (v3 —y3) ax + = (azs +c(z3+ %) cosB) X —bys§ + (8f) Sil
(Z3+%) az c(23+%)sinﬂ2
Bis = (rg —ya) ar + (2a +ys) a2+ = (azy +czacos B) X+ bys § + czysin B2 (8f) Sill
Z4 asg
Bis = —(x44+ys)ar—(xg—ys) ag— = — (ax4+c(z4 — %) cosﬁ) X+bysy — (8f) Si II
1 1 . A
(21— 3) a3 c(z4—3)sinBz
B15 = — (IE4 — y4) a; — (SC4 + y4) as — = - (CL.’,E4 + cz4 COS 5) X — by4 y — CZ4 Sinﬂi (8f) Sill
Z4 Q3
Big = (x4 +yq) a1 + (x4 — y4) a2 + = (aac4 +ec (24 + %) coS ﬁ) X—bysy + (8f) Si II
(24 +3) a3 c(z4+ %) sinBz
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