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L.

Prototype CagO7Po

AFLOW prototype label A2B7C2_.mP44_14 2e_Te_2e-001
ICSD 22225

Pearson symbol mP44

Space group number 14

Space group symbol P2y /c

AFLOW prototype command aflow --proto=A2B7C2_mP44_14_2e_T7e_2e-001
~Tparams=a, b/a? C/a7 ﬂ? T1,Y1,%1,22,Y2,22,2T3,Y3,23, T4, Y4, 24,T5,Y5, 25, L6, Y6, 26, L7,
Y7, 27,28,Y8, 28, L9, Y9, 29, £10, Y10, 2105 L11, Y11, #11

Other compounds with this structure
062812077 LaQSiQO7, NdQSiQO7, PI"QSiQO7, SmQSiQO7

o (Felsche, 1970) refers to this as the “G-RE2SiaO7 structure, where “RE” is a rare-earth element.

e This is the high-temperature form of CayP>07. At lower temperatures it transforms into the tetragonal |3-CasP20O7
structure.

Simple Monoclinic primitive vectors
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Lattice
coordinates
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—Tr2a; + (yz + %) az —
(22— 3) as

—Z2Qa1 —Y2a2 — 2243
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Cartesian
coordinates

(axy +cz1cosB) X+ by1 §+cz18infz
—(axl—i—c(zl —%)cosﬁ) X+
b(y1—|—%) &—c(zl—%)sinﬁi

—(ax1 +cz1c080) X —by1§ —cz1sin Bz
(axl —|—c(21 + %) cosﬂ) X —
b(yi—3) y+c(z+3)sinB2

(axg + czacosB) X+ by2§ + czosin 5z
— (az2 +c (22— 1) cos B) X+
b(y2—|—%) y—C(ZQ—%)SiHﬁZ

—(azg 4+ czocosB) X —bya § — czosin Bz
(amg—i—c(zg + %) cosﬁ) X —
b(yg—%) §f—|—c(22+%)sinﬁi

(axs + czzcos B) X+ bys § + cz3sin S Z
f(ax3+c(23f%)cosﬁ) X+
b(ngr%) 970(23f%)sin62

—(azg 4+ czgcosB) X —bysy — czzsin Bz
(aa:g—l—c(zg—i— %) cosﬁ) X —
b(yg—%) y—l—c(z?,—l—%)sin,@i

(axy + cz4co8B) X+ bys § + cz4sin S 2
f(ax4+c(z4f%)cosﬂ) X+
b(ya+3)y—c(za—3)sinBz

—(azg +cz4co8fB) X —bys § — czqsin Bz
(azs+c (24 + 5) cosB) % —
b(y4—%) Sf—l—c(zél—l—%)sinﬁi

(axs + cz5c08 8) X+ bys § + cz5sin S 2
—(am5+c(z5—%)cosﬁ) X+
b(yg,—i—%) y—c(z5—%)sin52

— (ax5 + czscos B) X — bys § — cz5sin S 2
(axs +c (25 + 3) cos B) X —
b(y5—%) y+c(25+%)sinﬁ2

(axe + czgcos B) X+ bys § + czgsin S Z
—(CL.T(;"'C(ZG_%)COSB) X+
b(ys+3) ¥ —c(z—3)sinB2

— (axg + czgcos B) X —byg§ — czsin B Z
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B24 = Te alf(yﬁ — %) a2+(z6 + %) as = (azﬁ +C(26 + %) COSﬂ) X — (46) o1V
b(y(;f %) S’Jrc(zﬁJr%)sinﬁﬁ

By = T7a; + yras + z7as = (a7 + czrcos B) X+ byr § + czrsin Sz (4e) (ORY%
B2s = —zra1+ (yr + 3) az — = — (aw7 4+ ¢ (27 — 3) cos B) X+ (4e) oV
(27— 3) a3 b(yr+3) 9 —c(zr—3)sinBz
Bar = —x7a; —Yyrag — 2ras = —(axy+czrcosf) X —by; § — czrsin Bz (4e) oV
Bos = x7a17(y77 %) a2+(27+%) ag = (ax7+c(z'7+%) cosﬂ) X — (4e) ovVv
b(yr—3) 9y +c(2r+3)sinBz
By = Tgaj + ysas + 2gas = (axg + czgcos B) X+ bys § + czssin Sz (4e) O VI
B30 = —zgar + (ys + 3) az — = — (awg 4+ c (28 — 3) cos B) X+ (4e) 0O VI
(Z8_%) as b(ys-i'%)f’—C(Zg—%)sinﬁi
B3, = —rga; — ysas — zgas = —(axg+czgscosf) X —bysy — czgsin Bz (4e) O VI
Bsx = aga;— (yg - %) ar+ (zs + %) ag = (axg +c (28 + %) COSB) X — (4e) O VI
b(ys— %) §+c(zs+3)sinBz
B3z = ZTgaj + Yo as + 29 as = (axg + czgcos B) X+ byg ¥ + czosin 5z (4e) O VII
B3y = —zgar + (yo + 3) az — = — (awg 4 ¢ (29 — 3) cos B) X+ (4e) O VII
(20— 3) a3 b(yo+3) 9 —c(z20—3)sinfz
Bss = —ZTgay — Ygaz — Zg a3 = —(awg +czgcos B) X —byyg § — czgsinf2 (4e) O VIl
B3¢ = x9a;— (yg - %) as+ (Zg + %) ag = (axg +c (29 + %) cosﬁ) X — (4e) O VII
b(yo—3) §+c(z0+3)sinB2
Bsr = T10@1 + Y10 a2 + 210 a3 = (awio +czi0cos f) X+ by10 Y + cziosin S 2 (4e) PI
Bss = —z10a1 + (Y10 + 5) az — = — (az10 + ¢ (210 — &) cos B) X+ (4e) PI
(210 — 5) a3 b(yio+3) §—c(z10— 3)sinBz
Bsg = —T10a1 —Y10aA2 — 210 A3 = — (alﬂlo + cz10 COS ﬂ) X — ble y — (46) PI
cz19sin Bz
By = zi0a1 — (y10 — 3) a2 + = (aw1o + ¢ (210 + 3) cos B) % — (4e) PI
(210 +3) a3 b(yio— 1) §+c(zi0+3)sinfz
B41 = 11 A1 +y11 as + 211 a3 = (CLZEH + cz11 COSﬁ) )‘<+by11§'+cz11 sinﬁi (40) P1II
By = —Zi1a; + (y11 + %) az — = — (axu +c (z11 - %) Cosﬂ) X+ (4e) PII
(z11— 1) a3 b(yin+3)§—c(z1—3)sinpz
By = —T11 2] — Y11 A — 211 A3 = —(axy +czr1co8 ) X —byn § — (4e) P II
CZ11 sinﬁi
By = ri1a; — (yu - %) as + = (aasn +c (211 + %) cos [3) X — (4e) P1II
(2’11+%) ag b(ynf%) erc(zHJr%)sinﬂi
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