Parawollastonite (CaSiOg, S33(11)) Structure:
AB3C mP60 14 3e 9e 3e-001

This structure previously used the label(s) AB3C_mP60_14_3e_9e_3e. Calls to these addresses will be redirected here.
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Prototype CaOs3Si

AFLOW prototype label AB3C_mP60_14_3e_9e_3e-001
Strukturbericht designation S35 (IT)

Mineral name parawollastonite

ICSD 34908

CCDC 1607172

Pearson symbol mP60

Space group number 14
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Space group symbol P2 /c

AFLOW prototype command aflow --proto=AB3C_mP60_14_3e_9e_3e-001
—~params=a, b/a7 C/CL, 57 T1,Y1,%1,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27,28, Ys, 285 L9, Y9, 29, L10, Y105 210, T11, Y11, 211, L12, Y12, £12, 13, Y13, 213, L14, Y14, 214, T15,

Y15, 215

e (Trojer, 1968) refined the original structure of (Barnick, 1936). While Barnick referred to this structure as “wollastonite,”

in modern terminology it is called “parawollastonite,” with the original name used for the [triclinic CaSiO3 form.

o (Gottfried, 1938) gave this structure the S35 designation, but (Gottfried, 1937) had already used this label for

crancrinite, NagCag AlgSigO24(CO3)s. We will refer to parawollastonite as S33(I1) and crancrinite as S33(I).

Simple Monoclinic primitive vectors

a; = aX
az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, T1a; +yias + 21 as (axy +cz1co8B) X+by1 §+cz18infz (4e) Cal
B —z1a;+ (y1+3) a2 — — (azy +c (21— 1) cos B) 2+ (4e) Cal
(zl—%) as b(y1+%)y—c(zl—%)sinﬁ2
Bs —x1a; — Yy as — 21 a3 —(az1 +cz1c080) X —by1 § —cz1sin Bz (4e) Cal
By r1a)— (y1 - %) as+ (21 + %) as (axl +c (zl + %) COSB) X — (4e) Cal
b(yi—3) §+c(z+3)sinB2
Bs Toa + ysas + 2o as (axg + czacosB) X+ by2§ + czasin 5 (4e) Ca II
B6 —I9ay + (yg + %) ag — - (CLCC2 +c (22 — %) [¢0)] 6) X + (46) Call
(227%) as b(ngr%)yfc(fo%)sinﬁi
B~ —Zoa] — Yo ag — 2o a3 —(azg 4+ czocosB) X —bya § — czosin Bz (4e) Ca Il
Bs Toag — (yg — %) as+ (z2 + %) as (amg +ec (zz + %) cosﬁ) X — (4e) Ca II
b(y2—3) ¥ +c(z2+3)sinfz
By r3a; +yszas + 23 as (axs + czzcos B) X+ bys § + cz3sin S Z (4e) Ca III
Bio —z3a; + (y3 + %) as — — (aazg +c (23 — %) Cos 6) X+ (4e) Ca III
(23— %) a3 b(ys+3) 9 —c(z3—3)sinBz
Bi1 —r3za; — Yz as — z3as —(azs 4+ czgcos B) X —bysy — czzsin Bz (4e) Ca III
Bio zza1—(ys — ) ax+ (23 + 3) as (ax3 +c (23 + 3) cos B) % — (4e) Ca ITI
b(yg— %) Sf—l—c(z;),—l—%)sinﬁi
Bis T4a1 +ysas + 24 ag (axg + cz4co8B8) X+ bys § + cz4s8in S 2 (4e) Ol
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Bsr
Bss
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Byo

B4
Byo

—Tq4a; + (y4 + %) az —
(4 1) 20

—T4a1 —Yqga2 —24a3

37431—(114 - %) a2+(z4+ %) as

Tsar + ysaz + 25 as
—Tsa; + (y5+%) ag —
25*%) ag

—Tsa1 —Ysaz —zsag

$531—(y5 - %) a2+(z5 + %) as

Tear + Ye a2 + 26 a3
—z6ar + (Yo + 3) az —
ZG—%) ag

—Tedl —YeaA2 — 26 A3

xsal—(y —%) aQ-I-(ZG-i-%) as

Tr7ay + yraz + zrag
—z7a; + (yr + 3) az —
27— 3) ag

—T7a; —Yraz —2ras

1‘731—(117— %) 32+(Z7+ %) as

Tgar + Yysaz + zgas
—zga; + (ys + 3) az —
25— 3) as

—xgay —Ysay — zgas

138?11*(@/8 - %) 32+(Zs+ %) ag

Tgai + Yo az + 29 ag
—zoar + (yo + 3) az —
Z9 — 3) ag

—Tgal —Ygaz — 2Zgag

Cﬂgal*(yg - %) a2+(z9+ %) ag

T10a1 + Yo @2 + 210 a3
1
—ZTpar + (ylo + 5) az —
1
(210 — 3) a3

—T10aA1 — Yi0a2 — 210 A3

1
Tipar — (ylo - 5) az +
1
(210 + 5) ag
T11a1 + Y1182 + 21183

—z11a; + (y11 + 3) az —
(211 - %) az

*(CLCC4+C(Z4*%)COS[3) X+
b(y4+%) yfc(zzlf%)sinﬁﬁ
—(azg + cz4co8B) X —bys § — czqsin Bz
(aa:4+c(z4—|— %) cosﬁ) X —
b(ya—3) ¥+c(aatz)sinfz
(axs + cz5c08 8) X+ bys § + cz5sin S Z
f(aa:5+c(z5f%)cosﬂ) X+
b(ys+3) 9 —c(25—3)sinBz
—(azs + czscosB) X —bys § — czssin Bz
(ax5+c(z5 + %) cosﬁ) X —
b(y5—%) Sf—l—c(zg—l—%)sinﬁi
(axe + czgcos B) X+ bys § + czgsin 5 Z
—(axﬁ—l—c(zg—%)cosﬂ) X+
b(ys+3) ¥ —c(z—3)sinB2
—(azg + czgcos B) X —bygy — czesin Bz
(aa:6—|—c(z6+ %) COS,B) X —
b(ye —3) ¥ +c(z+3)sinf2
(ax7 + czrcos B) X+ byr § + czrsin Sz
—(aw7+c(z7—%)cosﬁ) X+
b(yr+3) 9 —c(zr—3)sinBz
—(ax7 4+ czrcos B) X —byz § — cz7sin Bz
(azr +c (27 + 3) cos B) X —
b(yﬂ—%) S’+c(z7+%)sinﬁi
(axg + czgcos B) X+ bys § + czgsin Sz
—(axg—l—c(za;—%)cosﬁ) X+
b(ys+3) 9 —c(zs—3)sinB2
— (axg + czgcos B) X —bys§ — czgsin Bz
(a:z:8+c(28+%) cosﬁ) X —
b(ygf%) erc(szr%)sinﬂﬁ
(axg + czgcos B) X+ byg § + czgsin Sz
—(axg—l—c(zQ—%)cosﬁ) X+
b(yg—i—%) y—c(zg—%)sinﬁi
— (axg 4 czgcos B) X —bygy — czgsin B Z
(ax9+c(29+%) cosﬂ) X —
b(yo—2) 9 +c(z0+3)sinBz

(ax10 + cz10c08 B) X+ by10§ + cz10sin 5 Z

- (amlo +c (z10 - %) cosﬁ) X+
b(yio+3) ¥ —c(z10—3)sinfz
— (axlo —+ CZz10 COS 5) )A( — ble y —

cz198in Bz
(axlo +c (zm + %) Cos B) X —
b(yio—3) §+c(zi0+3)sinfz

(ax11 + cz11c088) X+ by11 ¥+ cz118in 82

— (azn +C(2’11 — %) COSﬁ) 5{+
b(ynJr%) yfc(znf%)sinﬂi
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—T11a1 —Yi1a2 —211a3

Tnap — (yu - %) az +
(z11+3) a3
Tiza1 + Yz a2 + z12a3
—z12a1 + (y12+ 3) az —
(212 - 3) a3

—T12a1 —Yi2a2 — 21243

Tizay — (y12 - %) az +
(Z12 + %) ag
Ti13a1 + Y13 a2 + 213 a3
—z13a1 + (13 + 5) az —
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Tizar — (y13 - %) ag +
(213 + %) ag
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—Ti5a + (y15 + %) az —
(215 = 3) as

—Ti15aA1 —Yis a2 — 215aA3

Tisay — (y15 - %) az +
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