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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

S4V
A4B_mC40.15_4f -001

16797
mC40
15
C2/c

aflow --proto=A4B_mC40_15_4f_ £f-001
—Tparams=a, b/a7 c/a, 67 T1,Y1,%71,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

o 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 C'2/c setting.

Base-centered Monoclinic primitive vectors
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a3

a; = lax—iby
as = %a)“( + %by
ag = ccosfBX+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) S1I
Z1 asg
B = —(zi+y)a—(x1—y1)a— = —(axl—&—c(zl—%)cosﬁ))“(—&—byly— (8f) SI
zl—%) as c(zl—%)sinﬁi
Bs = —(z1—y1)ar—(r1+y1)as— = —(axi+czicosf)X—by1 ¥ —czsinfz (8f) S1I
Z1 a3
By, = (x1+y1) a1 + (21 —y1) a2 + = (a:cl—i—c(zl—&—%) cosﬁ) X—by1y+ (8f) S1I
(21+3) a3 c(z1 4 3)sinBz
B; = (x2 —y2) a1 + (22 + y2) a2 + = (axg + czacosB) X+ by2§ + czasin 5z (8f) S1II
Z2 a3
Be = —(z2+y)ar—(xa—y2)az— = —(ax2+c(22—%) cosﬂ) X+bys y — (8f) S1II
1 1 . ~
z2—§) as 0(22—5)51nﬁz
By = —(za—y2)a—(za+y2)as— = —(awa+czcosP)X—bysy —czasinfz (8f) S1I
Z9 as
Bs = (zo+wy)ar+(mg—y)as+ = (aza +c(z2+3)cosB) R —bya§ + (8f) SII
(22+%) as c(22+%)sinﬂ2
By = (x3 —ys3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys§ + cz3sin Sz (8f) S III
Z3 as
Bio = —(z3+ys)a;—(x3—ys)aa— = — (G,.’L‘3 +ec (z3 — %) cos 6) X+bysy — (8f) S II1
1 1 . N
(33_5) as 6(23—5) sin 82
Biis = —(rx3—ys)a;—(z3+ys)as— = —(axs+czzcosf) X—bysy —czzsinfz (8f) S 111
Z3asg
B = (x3+ys) a1 + (x3 —y3) as + = (aacg +ec (23 + %) coS ﬁ) X—bysy + (8f) S III
(23 +3) a3 c(z3+ %) sinBz
Bz = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czacosB) X+ bys§ + cz4sinfz (8f) SIV
Z4 A3
Biy = —(zatys)ar—(za—wya)ag— = - (a:r4 +c (24 — %) cos 5) X+bysy — (8f) SIV
1 1 . ~
z4—§) as c(z4—§)smﬁz
Bis = —(xg4—ys)ar—(x4+ys) aa— = —(axg+czgcosf) X—bys§ —czasinfz (8f) SIV
Z4 A3
Bieg = (vatydar+(ra—ysd)axt = (azs+c(za+3)cosB) R —bys§ + (8f) SIV
(Z4+%) as c(m—i—%)sinﬂi
By = (r5 —ys) a1 + (z5 + y5) az + = (axs + cz5c088) X+ bys § + cz5s8in S 2 (8f) VI
Zy asg
Bis = —(z5+ys)a;—(x5—ys) aa— = —(ax5+c(z5—%) COSB) X+bysy — (8f) Vi

%5~ 3)

ag

0(25 - %) sin 8z



Big = —(z5—ys)a;—(z5+ys)as— = —(axs+czscosf) X—bysy —czssinfz (8f) VI

Z5 as
B2 =  (w5+ys) ai+ (25 —ys)ax+ = (azs+c (25 + %) cos B) & —bys § + (8f) VI
(25—&—%) as C(Z5+%) sin 8 Z
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