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A4B mC40_15_4f -001
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Prototype S4V
AFLOW prototype label A4B_mC40_15_4f f-001
ICSD 16797
CCDC 1597339
Pearson symbol mC40
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A4B_mC40_15_4f_£f-001
—Tparams=a, b/a7 C/CL, B? T1,Y1,21,%2,Y2,22,T3,Y3, 23, L4, Y4, 24, 5, Y5, 25

e We use the coordinates from (Allmann, 1964) as corrected by (Downs, 2003).

e (Allmann, 1964) give the structure of VS, in the I2/c setting of space group #15. We used FINDSYM to translate this
to the standard C2/c setting.
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Base-centered Monoclinic primitive vectors

a3

\ea2)
a; = %afc — %by
asg = %af{ + %by ‘
ag = ccosfX+csinfz - '
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + = (axy +cz1co8B) X+ by1 § + cz18in 5z (8f) SI
Z1 as
B = —(zi+y1)a—(x1—y1)a— = —(axl—&—c(zl—%)cosﬁ))"(—&—byly— (8f) S1I
(21— 3) a3 c(z1—3)sinBz
Bs = —(zi—y1)ar—(r1+y1)a— = —(axi+czicosf)X—by1 ¥ —czisinfz (8f) S1I
Z1 a3
By, = (x1+y1) a1 + (21 —y1) a2 + = (a:cl—i—c(zl—&—%) cosﬁ) X—by1y+ (8f) S1I
(z1+%) az c(zl—i—%) sin 32
By = (x2 —y2) a1 + (2 + y2) as + = (axe + czoco8 B) X+ bys § + czo8in B2 (8f) S1I
Z2 a3
Be = —(z2t+wy)ar—(x2—y2)a— = —(a$2+C(Z2—%)COS»3) X+by2y — (8f) ST
1 1 . ~
22—5) as c(z2—5)51n5z
By = —(za—y2)a—(ra+y2)as— = —(awa+czcosP)X—bysy —czasinfz (8f) S1I
Z9 asg
Bs = (2 +y2) a1 + (12 — y2) az + = (axg +c (2’2 + %) oS ﬂ) X—by2 ¥ + (8f) SII
(22+%) as C(ZQ+%)SiH62
By = (x3 —ys3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys§ + cz3sin Sz (8f) S III
Z3 as
Bio = —(r3+ys)a —(z3—y3)ay— = — (axg +ec (Z3 — %) coS 6) X+bysy — (8f) S III
1 1 . N
(z3—§) as C(Z3—§) sin 32
Bii = —(w3—ys)ar—(v3+tys)aa— = —(awz+teczzeosf) R—bys§ —cessinfz (8f) S I
Z3asg
B = (x3+ys) a1 + (x3 — y3) as + = (axg +ec (23 + %) coS 5) X—bysy + (8f) S II1
(23 +3) a3 c(z3+ 3)sinBz
Bz = (x4 —ya) a1 + (v4 +y4) as + = (axy + czqcosB) X+ bys§ + cz4sin 5z (8f) SIV
Z4 A3
By = —(zatys)a;—(za—wya)ag— = - (ax4 +c (24 — %) cos 6) X+bysy — (8f) SIV
1 1 . ~
z4—§) as c(z4—§)sm5z
Bis = —(xg4—ys)ar—(x4+ys) aa— = —(axg+czgcosf) X—bys§ —czasinfz (8f) S IV
Z4 A3
Bis = (T4 4+ ya) a1 + (24 — ya) a2 + = (ax4 +c (24 + %) Cos ﬂ) X—bysy + (8f) S IV
(Z4+%) as c(Z4+%)sinﬂ2
By = (r5 —y5) a1 + (z5 + y5) az + = (axs + cz5co8B8) X+ bys § + cz5s8in S 2 (8f) VI
Zy asg



Bis = —(z5+ys)ar—(v5—ys)az— = *(GI5+C(2’5*%)C085)5<+by55’* (8f) \A!

(2 —3) as ¢ (2 — L) sin B2
Bigs = —(z5—ys)ar—(z5s+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8f) VI
Z5 asg
B = (ws5+ys)ar+ (x5 —ys)az+ = (aws +c (25 + 5) cos B) X —bys § + (8f) VI
(25"'%) as 6(25—1—%) sin 82
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