Monoclinic (C¢) Low Tridymite (SiOg) Structure:
A2B mC144 9 24a_12a-001

This structure previously used the label(s) A2B_mC144_9_24a_12a. Calls to these addresses will be redirected here.
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Prototype 05Si
AFLOW prototype label A2B_.mC144_9_24a_12a-001
ICSD 34867
CCDC 1607142
Pearson symbol mC144
Space group number 9
Space group symbol Cec
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AFLOW prototype command aflow --proto=A2B_mC144_9_24a_12a-001
--params=a,b/a,c/a, 3,%1,y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, 24, T5, Y5, 25, L6, Y6, 265 L7
Y7, 27,28, Ys, 285 L9, Y9, 29, L10, Y105 210, T11, Y11, 211, L12, Y12, £12, L13, Y13, 213, L14, Y14, 214, T15;
Y15, 215, T165 Y165 2165 L17, Y17, 217, T18, Y18, 2185 £19, Y19, 219, £20, Y20, 220, T21, Y21, 221, L22, Y22,
222,23, Y23, 223, L24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, L29, Y29, 229,
T30, Y30, 230, L31, Y31, 231, L32, Y32, 232, L33, Y33, 233, L34, Y34, 234, L35, Y35, 235, L36, Y36, 236

e Tridymite undergoes a series of temperature-driven phase transitions. We also have and extensive list of the many phases

of S04 and related compounds.

Base-centered Monoclinic primitive vectors

a3 = %afc — %by
az = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (x1 —y1) a1 + (z1 +y1) as + (axy +cz1co88) X+ by1 § + ¢z 8in Sz (4a) Ol
Z1as3
B, = (x1+y1) a1 + (21 —y1) a2 + (axl—l—c(zl—&—%) cosﬁ) X—by1y+ (4a) (01
(21+%) az c(zl—i—%) sin 32
B; = (xa —y2) a1 + (2 + y2) as + (axe + czoco8 B) X+ bya § + czo8in S Z (4a) O1Il
Z2 as
B, = (2 +y2) a1 + (z2 — y2) ag + (axg +c (ZQ + %) cos ﬁ) X—byy + (4a) O1II
(22 +3) a3 c(z2+3)sinBz
Bs = (x3 —y3) a1 + (x3 + y3) az + (axs + czzcos B) X+ bys§ + czzsin 5z (4a) O III
Z3 as
Be = (z3+uys)ar+(z3—y3)a+ (aws+c (23 4+ 3) cosB) X —bys§ + (4a) O III
(Z3+%) az 0(23+%)sin52
B, = (x4 —ya) a1 + (z4 + y4) az + (axg + czgcosB) X+ bys§ + cz4sin Sz (4a) o1V
Z4 A3
Bg = (x4 +ya) a1 + (v4 —y4) as + (am +c (Z4 + %) cos B) X—bysy + (4a) o1V
(24 +3) a3 c(za+ 3)sinfBz
By = (z5—ys)a+(z5+ys) ax + (aws + cz5 cos B) X+ bys § + czs5sin B2 (4a) oV
Z5 as
Bio = (x5 +ys) a1 + (x5 — ys) a2 + (CLSL’5 +ec (25 + %) coS 5) X—bysy + (4a) ovVv
(Z5+%) az c(z5+%) sin 3z
B, = (x6 —ys) a1 + (w6 + yg) as + (axg + czgcos B) X+ bys ¥ + czgsin 5 z (4a) O VI
26 A3
B2 = (w6 +y6) a1 + (76 — yo) az + (aze + ¢ (26 + 3) cos B) X —bys§ + (4a) O VI
(26 +3) a3 c(z6+ %) sin Bz
Bis = (x7 —y7) a1 + (7 +y7) a2 + (axy + czrcos B) X+ byr § + czrsin 5z (4a) O VII
Zrag


http://aflow.org/prototype-encyclopedia/Tutorials/SiO2_AlPO4/index.html#Tridymite
http://aflow.org/prototype-encyclopedia/Tutorials/SiO2_AlPO4

B14

B15

Bis

Bir

B18

Bio

B20

B21

B22

B23

Bos

B26

Bar

B28

B29

Bso

B31

Bs:

Bss
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B36

(z7 +y7) a1 + (z7 —y7) az +
(2’7 + %) as
(8 —ys) a1 + (w8 +ys) az +
zZg as
(w8 +ys) ai + (w3 — yg) az +
(s +3) a3
(r9 —yo) a1 + (w9 +yo) az +
Z9 as
(z9 +yo) a1 + (z9 — yo) Az +
(0 + 3) 20
($10 - y10) aj; +
(z10 + y10) a2 + z10 a3
(x10 + y10) a1 +
(710 — y10) A2 + (210 + %) az
(11 —y11) a1 +
(11 +y11) a2 + z11 a3
(11 +y11) a1 +
(11 —y11) a2 + (211 + %) as
(12 — y12) a1 +
(12 + y12) a2 + z12 a3
(z12 + y12) a1 +
(12 — y12) a2 + (2’12 + %) as
(z13 —y13) a1 +
(z13 +y13) a2 + z13a3
(z13 +y13) a1 +
(T13 — y13) az + (2’13 + %) ag
(1‘14 — y14) a; +
(x14 + Y14) a2 + 214 a3
(14 +y14) a1 +
(14 — y14) a2 + (214 + %) asz
(x15 —y15) a1 +
(x15 + y15) a2 + z15 a3
(x15 +y15) a1 +
(715 — y15) a2 + (215 + %) az
(z16 — y16) a1 +
(x16 + Y16) A2 + 216 a3
(x16 + y16) a1 +
(16 — y16) A2 + (216 + %) ag
(17 —y17) a1 +
(z17 + y17) a2 + z17 a3
(17 +y17) a1 +
(17 — y17) ag + (2’17 + %) ag
($18 - y18) a; +
(z18 + y18) a2 + 21323

(718 +y18) a1 +
(718 — y18) a2 + (218 + %) asz

(ax7+c(27+%) cosﬁ) X—byr y +
C(Z7+ %) sin 8z
(axg + czgcos B) X+ bys § + czgsin Sz

(aws 4 c (28 +3) cos ) X —bys§ +
c(zs—i— %) sin 8z

(axg + czgcos B) X+ byg § + czg sin 5 Z

(awg 4 ¢ (20 + 3) cos ) X — bye § +
c(zg—|— %) sin Bz

(ax10 + cz10 €08 B) X + by10§ + cz108in 5 2

(aw1o + ¢ (210 + 3) cos B) X — by1o ¥ +
c (210 + %) sin 8 Z

(ax11 + cz11c088) X+ by11§ + cz11sin 2z

(111‘11 +c (2’11 + %) COSﬁ) X—byny+
c (211 + %) sin 8z

(ax12 + cz12c08 8) X+ by12§ + cz128in 5 Z

(amlg +c (2212 + %) cosﬁ) X—by1oy +
c (2’12 + %) sin Bz

(CLSC13 + cz13 cos ﬂ) X+ by13 y + cz13 sinﬂ Z

(aw13 +c (213 + 5) cos B) X — by § +
c (z13 + %) sin Bz

(ax1g + cz14c08 8) X+ by14§ + cz148in 52

(az1s +c(z14+ 3) cosB) X — by § +
c (214 + %) sin 8 Z

(ax15 + cz15c08 B) X+ by15§ + cz15sin 5 Z

(az1s +c (215 + 3) cos B) X — by § +
c (215 + %) sin 8z

(ax16 + cz16 €08 B) X+ by16 ¥ + cz168in 5 2

(aw16 +c (216 + 3) cos B) X — by § +
c (2:15 + %) sin Bz

(CL{E17 + cz17 cos ﬂ) X+ by17 y + cz17 sinﬁ Z

(az17 +c (217 + §) cos B) X — by17 § +
c (217 + %) sin Bz

(ax1s + cz18co8 B) X + by1s ¥ + cz18sin 5 2

(axlg +c (218 + %) COSﬁ) X — byls y +
c (2118 + %) sin 8 Z
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B43
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Bss

B56

Bsr

Bss

B59

(x19 — y19) a1 +
(x19 + Y19) a2 + 219 a3

(719 + y10) a1 +
(719 — y19) A2 + (2’19 + %) ag

($20 - y20) a; +
(w20 + y20) a2 + 220 @3

(20 + y20) a1 +
(m20 — y20) a2 + (220 + %) asz
(w21 — y21) a1 +
(21 + y21) a2 + 221 a3
(ro1 +y21) a1 + )
- 2
(21 — y21) a2 + (221 + ) as
(x22 — y22) a1 +
(222 + Y22) Az + 222 a3

(T22 + y22) a1 +
(w22 — yo2) Az + (2’22 + %) ag

(w23 — y23) a1 +
(223 + Y23) Az + 223 a3

(w23 + y23) a1 +
(723 — y23) Az + (Z23 + %) ag

($24 - y24) a; +
(224 + Yo2u) a2 + 224 a3

(224 + y24) a1 +
(24 — y24) a2 + (224 + %) az
(w25 — yo5) a1 +
(@25 + y25) a2 + 225 a3
(25 +y25) a1 +
(w25 — yo5) a2 + (225 + %) as

(226 — y26) a1 +
(26 + Y26) A2 + 226 a3

(726 + y26) a1 +
(226 — Y26) a2 + (226 + 3) a3

(o7 — y2r) a1 +
(x27 + yor) Az + 227 a3

(w27 +yar) a1 +
(w27 — y2r) Az + (2’27 + %) ag

($28 - y28) a; +
(o + y28) a2 + 225 a3

(28 + y28) a1 +
(T28 — y28) Az + (228 + %) az
(w29 — y29) a1 +
(@29 + y29) a2 + 229 @3
(29 + y20) a1 +
(w29 — yo9) a2 + (229 + %) as
(230 — y30) a1 +
(230 + Y30) A2 + 230 a3

(CLZElg + cz19 COS ﬂ) X+ by19 y + cz19 sinﬁ Z

(aw19 +c (219 + 3) cos B) X — by1o § +
c (z19 + %) sin 8 Z

(awap + c290 €08 B) X + byag ¥ + 220 sin 52

(aw20 + ¢ (220 + 3) cos B) & — by § +
c (ZQO + %) sin 8 Z

(amo1 + cz21 €08 B) X+ by21 § + cz21sin 5 Z

(amo1 + ¢ (221 + 3) cos B) XK — by § +
¢ (221 + %) sin B2

(awas + cz92 €08 B) X + by § + czo0sin 5 2

(awaz + ¢ (222 + 3) cos B) X — by § +
c (222 + %) sin 8z

(CL{E23 + cz93 COS ﬂ) X+ by23 y + czo3 sinﬁ Z

(awos + c (223 + 3) cos B) X — byas § +
c (223 + %) sin 8 Z

(awoq + c294 €08 B) X + by2a § + cz248in 52

(awos +c (224 + 3) cos B) X —byas § +
c (224 + %) sin 8 Z

(ames + czo5 €08 B) X + byas § + czo5sin 5 Z

(amas + ¢ (225 + 3) cos B) X — byas § +
¢ (225 + %) sin B2

(awag + cz96 €08 B) X + byag § + czo6sin 5 Z

(awas + ¢ (226 + 3) cos B) X — by § +
c (226 + %) sin 8z

(awar + cz97 €08 B) X + byar § + czo7sin 5 2

(awor + ¢ (227 + 3) cos B) X — byar § +
c (227 + %) sin 8 Z

(awog + c298 o8 B) X + bysg ¥ + c2og sin 52

(amas + ¢ (225 + 3) cos B) X — byas § +
c (228 + %) sin 8 Z

(awag + cz29 o8 B) X + byag § + czo9sin S Z

(aﬂfgg +c (2’29 + %) COSﬁ) X —byaoy +
¢ (220 + &) sin B2

(awsp + cz30 cos B) X + byso ¥ + cz30sin 5
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(30 + y30) a1 +
(w30 — y30) A2 + (230 + %) as
(z31 —y31) a1 +
(31 + y31) az + 231 a3
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(a$30 +c (230 + %) COSﬁ) X—bysoy +
c (230 + %) sin 8z

(awsy + cz31co88) X+ bys1 ¥ + cz31sin 52

(axg,l +c (2:31 + %) cosﬁ) X—bys1y +
c (231 + %) sin 8z

(CLSC32 + cz39 COS ﬂ) X+ by32 y + cz32 sin ﬂ Z

(awsz +c (232 + 3) cos B) X — bys2 § +
c (232 + %) sin Bz

(awss + cz33cos B) X + byss ¥ + cz33sin 52

(awss + ¢ (233 + 3) cos B) X — byss § +
c (233 + %) sin 8 Z

(awsq + cz34c08 B8) X+ bysa § + cz3asin Sz

(az34 +c (2’34 —+ %) COSﬁ) 5( — by34y —+
c (234 + %) sin 8z

(awss + cz35c08 8) X + byss § + cz35sin 5 2

(aa:35 +c (z35 + %) cosﬁ) X—byss ¥ +
c (2’35 + %) sin Bz

(CLSC36 + cz3g COS ﬂ) X+ by36 y + cz36 sin ﬂ Z

(awss + c (236 + 5) cos B) X — byse § +
c (z36 + %) sin Bz
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