Wollastonite (CaSiOs) Structure:
AB3C_aP30 2 3i 9i 3i-001

This structure originally had the label AB3C_aP30_2_3i_9i_3i. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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Prototype CaO3Si
AFLOW prototype label AB3C_aP30_2_3i_9i_3i-001
Mineral name wollastonite
ICSD 33702
Pearson symbol aP30
Space group number 2
Space group symbol P1

AFLOW prototype command aflow --proto=AB3C_aP30_2_3i_9i_3i-001
—Tparams=a, b/a7 C/a’v «, ﬁv Y, T1,Y1,21,22,Y2,22,T3,Y3,23, T4, Y4,24,T5, Y5, 25, L6, Y6,
26, L7, Y7, 27, L85 Y8, 28, L9, Y9, 29, L105 Y10, 2105 L11, Y11, £11, L12, Y12, 212, L13, Y13, 213, L14, Y14, 214,
Z155 Y15, 215

Other compounds with this structure
CayNaHSi2Og (pectolite)

e (Barnick, 1936) found a monoclinic structure for wollastonite, but that structure is now referred to as parawollastonite,
with the current triclinic structure receiving the original name.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/89U5
https://aflow.org/p/AB3C_aP30_2_3i_9i_3i-001
https://aflow.org/p/AB3C_mP60_14_3e_9e_3e-001

Triclinic primitive vectors

. a3
aj aXxX
azLal
ag bcosyX + bsinyy
asg czX+cyy+e.z
Ce ccos f3
Cy ¢(cos a — cos B cosy) /siny
Cs c?—c2—c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, r1a; +yiaz + z1as (axl + by cosy + szl) X+ (21) Cal
(byr siny + cyz1) ¥+ c.21 2
B —r1a; — Yy az — 21 a3 — (ax1 + by cosy + cpz1) X — (21) Cal
(b siny + ey21) § — €021 5
B; Toay + Yz a2 + 22 a3 (azg + bya cos7y + cr22) X + (21) Ca Il
(byasiny + cyz2) § + c.20 2
B4 —ZTga; —Ysas — Z2 a3 — (ax2 + bya cosy + cyz2) X — (21) Call
(byasiny +cy22) § — 222
Bs x3a; + yzaz + z3 a3 (axs + bys cosy + c23) X + (21) Ca III
(byssiny +cy23) ¥ + c.23%
Be —rza; —ysas — z3as — (ax3 + by cosy + cpz3) X — (21) Ca III
(byssiny + cyz3) ¥ — c.232
B~ xgay +ysaz + z4 a3 (azy + byscosy + cr24) X+ (21) 01
(byasiny + cyza) §+ .24 Z
BS —ZTgal —Ysgay — 24a3 — (ax4 -+ by4 COs 7y + C$Z4) X — (21) Ol
(byasiny + cyz4) § — .24 2
By xsa; + ys az + 25 as (azs + bys cosy + cz25) X + (2i) on
(bus Siny + cyzs) § + x5 2
Bio —Tsa; — Y52z — 25 a3 — (ax5 + bys cosy + cpz5) X — (21) on
(byssiny + cyz5) § — c.25 Z
Bi11 ZTeal + Y a2 + 26 a3 (aze + bys cosy + cz26) X + (21) O III
(bys siny + cyz6) ¥ + c.26 Z
Bio —Tga] — Ygag — 26 a3 — (axzg + byg cosy + cp26) X — (21) O III
(bys siny + cyz6) ¥ — ¢.26 Z
Bis T7ay + yras + 27 as (ax7 + byrcosy + cp27) X+ (21) (ONAY
(byrsiny + cyz7) ¥+ c.27 2
Bia —r7a; —yras — z7as — (ax7 + byr cosy + cpz7) X — (21) o1V
(byrsiny + cyz7) § — .27 2
Bis Tgaj + ysas + 2gas (axg + byg cosy + cpz5) X + (21) oV
(byssiny + cyzg) ¥ + c.28Z
Bi6 —rga; — ygaz — 2gas — (axs + byg cosy + cy28) X — (2i) oV
(byssiny + cyzg) § — c.28 Z
B17 Tgajl + Yg as + zg ag (ang + byg COs 7y + CmZQ) X+ (21) O VI

(bygsiny + cyz9) ¥ + c.29 Z



Bis = —Tgay — Yoaz — zgas = — (azg + byg cosy + czz9) X — (21) O VI
(bygsiny + cyz9) ¥ — .29 Z

By = T1p a1 + Y10 @z + 210 a3 = (az1p + by1o cOs 7y + cz210) X + (2i) O VII
(byrosiny + ¢yz10) ¥ + c.2102

Bz = —T10a1 — Y102 — 210 A3 = — (az10 + byro cosy + ca210) X — (2i) O Vil
(by1osiny + cyz10) ¥ — c2210 2

B21 = T11 Al + Y11 Az + Z11 Qs = (axu + byll COS 7y + 01211) )A( + (21) O VIII
(by11siny + cyz11) ¥ + c.211 2

B22 = —Z11a1 —Yi1a2 — 21183 = - (a$11 + by11 COS 7y + szll) X — (21) O VIII
(byr1siny + cyz11) § — 2211 2

B23 = 12 A1 —+ Y12 Az —+ Z12 Qs = (axu -+ by12 COs 7y =+ 612’12) )2 -+ (21) O IX
(by12siny + cyz12) ¥ + c.212 2

Bay = —T12a1 —Yi12a2 — 21233 = — (az12 + by12 cosy + czz12) X — (2i) OIX
(byr2siny + cyz12) § — 22122

B25 = r13a; + Y13 Az + 213 a3 = (a(Elg + bylg COs 7y + szlg) X + (21) Sil
(byizsiny + cyz13) § + 2132

Bog = —T13a1 — Yi13az — z13as = — (a$13 + by13 COs 7y + Cw2’13> X — (2i> Sil
(byizsiny + cyz13) ¥ — 2132

B27 = Ti4 a1 + Y14 A2 + 214 A3 = (a:z:14 + by14 COs 7y + Cm214) X + (21) Sill
(byrasiny + cyz14) § + €214 2

Bas = —X148] — Y14 Q2 — 214 A3 = — (az14 + by14 cOS7y + cp214) X — (2i) Si Il
(byrasiny + cyz14) § — C2214 2

By = T15a1 + Y152 + 215 A3 = (az15 + by15 Ccosy + Cx2’15) X+ (21) Si IIT
(by1ssiny + cy2z15) ¥ + c.215 2

B3 = —T15a1 — Y1582 — 215 A3 = — (az15 + by15 cosy + cz215) X — (21) Si Il
(by1ssiny + cyz15) § — c.2152
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