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Prototype STag
AFLOW prototype label AB6_mC56_15_f_6£-001
ICSD 16041
CCDC 1596695
Pearson symbol mC56
Space group number 15
Space group symbol C2/e

AFLOW prototype command aflow --proto=AB6_mC56_15_f_6f-001
—~params=a, b/a7 C/a/a 67 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7,
Y7, 27

Base-centered Monoclinic primitive vectors

a3 = %af{—%by ”
150 114

as = 50X+ 50§

ag = ccosfBX+csinfz
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Basis vectors
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Lattice
coordinates

(x1—y1) a1+ (x1 +y1) a2 +
Z1 a3

—(z1+y1) ar — (v1 —y1) az —
zZ1 — %) as

— (1 —y1) a1 — (x1 +y1) a2 —

Z1as
(x1 +y1) a1 + (z1 —y1) as +
(214 3) a3
(2 —y2) a1 + (72 +y2) az +
Zg asz

— (w2 +y2) a1 — (22 — y2) az —
22 — %) as

—(z2 —y2) a1 — (z2 + y2) a2 —

Z2 as
(2 +y2) a1 + (22 — y2) az +
(2 3) 0
(3 —y3) a1 + (w3 +y3) as +
Z3 as

— (w3 +y3) a; — (v3 —y3) az —
z3— 3) ag

— (w3 —y3) a1 — (x3 +y3) az —

Z3 as
(3 +y3) a1 + (z3 —y3) az +
(3 +3) a3
(4 —ya) a1 + (74 +y4) a2 +
Z4 asg

— (4 +ya) a1 — (x4 — ya) a2 —
(21— 3) a3

— (T4 —ya) a1 — (v4 +y4) az —

Z4 A3
(4 +ya) a1 + (4 —ya) az +
(24 + %) as
(5 —ys5) a1 + (w5 +ys5) az +
Z5 as

— (w5 +ys) a1 — (v5 — y5) az —

z —%)ag

— (w5 —ys) a1 — (w5 +y5) az —

25 as
(x5 +ys) a1 + (z5 — ys5) a2 +
(2’5 + %) as
(r6 — ys) a1 + (w6 + ys) az +
Ze a3

Cartesian
coordinates

(axy +cz1co88) X+ by1 § + cz1 sin B2
—(ax1+c(zl—%)cosﬂ) X+byy—
c(zl —%) sin 8 Z

—(az1 +cz1co8B) X —by1§y —cz1sin Bz

(ax1—|—c(21 +%) cosﬂ) X—bpny+
0(21 + %) sin 8z
(axe + czocos B) X+ bya § + czosin Sz

—(axg—&-c(z'g—%)cosﬁ) X+bys y —
0(22 - %) sin Bz

—(azg 4+ czoco8B) X —bya § — czosin Bz

(awy 4 c (224 3)cosB) X — by § +
0(22 + %) sin Bz

(axs + czzcos B) X+ bys§ + czgsin 5z

—(ax3+c(23—%)cosﬂ) X+bysy —
0(23— %) sin 8 Z

—(azg 4+ czgcosB) X —bysy — czzsin Bz

(azs +c(z3+ %) cosB) X —bys§ +
c(23+%) sin Bz

(axg + czacosB) X+ bys§ + cz4sin Sz

—(am—&-c(z;;—%)cosﬁ) X+bysy —
C(Z4— %) sin Bz

—(azg 4+ cz4co8PB) X —bys § — cz4sin Bz

(aws+c (244 3)cosfB) X —bys§ +
c(z4—|— %) sin Bz

(axs + czscos B) X+ bys§ + czssin 5z

f(ax5+c(z5f%)cosﬂ) X+bysy —
c(z5 — %) sin 8 Z

—(azs + czscosB) X —bys § — czssin Bz

(axs +c(z5+ 3)cos B) X —bys § +
c(z;,—i—%) sin Bz

(axe + czgcos B) X+ bys ¥ + czgsin 5z
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B2z = —(z6+ys)ar— (T6—ys) a2— = *(QI6+C(2’6*%)C085) X+bysy — (8f) Ta V

Z6— 3) as c(z6— %) sin Bz
Bas = —(z6—ys) a1 — (w6 +ys) aa— = —(axg+czgcosf) X—bygy — czesinfz (8f) Ta V
Zg as
By, = (6 + ys) a1 + (v6 — yo) az + = (axe + c (26 + 3) cos B) X — by § + (8f) Ta V
(26+%) as c(z6+%) sin 82
By = (x7 —y7) a1 + (z7 + y7) as + = (ax7 + czrcos B) X+ byr § + czrsin Sz (8f) Ta VI
z7as
Bas = —(z7+y7)ar—(xr—yr)ag— = — (aw7 4+ c (27 — 3) cos B) X+ byr § — (8f) Ta VI
1 1 . ~
(27— 3) a3 c(zr— %) sinBz
By = —(zr—yr)a—(zr+yr)aa— = —(axy+czreosf) X —by;y —czrsin Bz (8f) Ta VI
Zras
B2s = (wrtyr) et (ar—yr) aa+ = (azr +c (274 3)cosB) X —byr§ + (8f) Ta VI
(z7+%) as c(z7+%) sin 32
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