CayT1301g Structure:
A4B10C3_0P68_61_2¢_5c_ac-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 4. In preparation.

https://aflow.org/p/R6BH

https://aflow.org/p/A4B10C3_0P68_61_2¢_5c_ac-001

@Ca

[ Jo)

OTi

Prototype Cays019Ti3

AFLOW prototype label A4B10C3_0P68_61_2c_5c_ac-001
ICSD 86242

Pearson symbol oP68

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=A4B10C3_oP68_61_2c_5c_ac-001
—~params=a, b/a7 C/a7 T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27, T8,
Ys, 28, L9, Y9, 29

Other compounds with this structure
(Caz.6S10.4)Tiz010

e (Hawkins, 1991) give the structure the Pcab setting of space group #61. We use FINDSYM to place it in the standard
Pbca setting. This requires a 90° rotation about the y-axis. In addition, the origin was shifted to place a titanium atom
at the origin.

e Pararammelsbergite (NiAs,), 8-TeO2 and |brookite (C21, TiOo| have the same AFLOW prototype label,
A2B_oP24 61 2c_c. They are generated by the same symmetry operations with different sets of parameters (--params)
specified in their corresponding CIF files.
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Simple Orthorhombic primitive vectors

a; = ax T
A SO =
o b R
a3 = ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Til
B, = $ai+ jag = saX+ 3c2 (4a) Til
B; = lay+3a; = by + ez (4a) Til
B, = la; +1a, = % X+ 50§ (4a) Til
B; = Toay + Yo as + 29 a3 = axo X+ by ¥ + cz0 Z (8c) Cal
B = — (w2 —3) a1 —yoaz + = —a(x —%)X—by2y+0(22+%)i (8c) Cal
(224 3) a3
B, = —zoar+ (y2+3) a2 — = —azsX+b(y2+3) 9 —c(22—3) 2 (8c) Cal
(22— 3) as
Bsg = (xg—l-%) al—(yg—%) ag—zpaz3 = a($2+%)i—b(y2—%)y—0222 (8¢) Cal
By = —Tpay — Yy as — 22 A3 = —axa X —bys ¥ — c29 % (8c) Cal
Bio = (a:2—|—%) a1+y2a2—(22—%> ag = (l‘g—‘rl) f(—l—bygy—c(zQ—é) Z (8¢) Cal
Bii = zeai—(p2— 1) ast(za+3)a; = araX—b(yo—3) §+c(x2+1)2 (8¢) Cal
Biz = —(z2—3)ai+(p2+3)a+ = —a(zy— ) X+0b(y2+3) §+cxi (8c) Cal
29 a3
Bz = T3ay + yzas + 23 as = arz3X +bysy +cz32 (8¢) Ca II
Bis = 7(1737%) a; —yszas + = *CL(SC:;*%))A(*byg}A"FC(Zg‘F%) Z (8¢) Ca II
(2 +3) a3
By = —xga; + (y:;—i—%) as — = —axg,)‘(—i-b(yg—i-%) y—c(z — %) Z (8¢) Ca II
(23— 3) as
Big = (z3+3)a—(y3—3) az—z3a3 = a(zs+3) X—bys— 1) §y—cas2 (8c) Ca Il
Bir = —r3za; —ysas — 23 a3 = —ar3X —bysy —cz3% (8¢) Ca Il
Bis = (z3+3) aitysar—(z3—3) a3 = a(zs+3) K+bysy—c(zs—1) 2 (8c) Ca Il
Bio = wzsa;—(y3— 1) ax+(z+3) a3 = arsk—b(ys—3) §+c(zs+1i)2 (8c) Ca II
Bo = —(z3—3)ar+(y3+3)a+ = —a(w3— %) X+0b(ys+3) §+cz2 (8c) Ca Il
z3as
By, = Tga) + ygas + 24 a3 = axs X +bysy + cz4 (8¢) Ol
Bo: = —(za— 1) a1 —ysas + = —a(zg— )X —byag+c(za+3)2 (8c) Ol
(14 1) ag
Bz = —x4a1+(y4+%) az — = —ax4&+b(y4+%)y—c(z —%)i (8¢c) OlI
(71— 3) as
Bos = (za+3)ar—(va—3) as—za3 = a(za+3)&—blya—32)y—cuz (8¢) OI
By, = —x4a] —Ygag — 24 a3 = —axs X —bysy —cz4 2 (8¢) Ol
B = (m—l—%) a1+y4a2—(24—%) ag = a(x4+%)i+by4y—c(24—%) Z (8¢) (O]
Byr = miai—(ya—3) ast+(zaty3)as = avsX —b(ya—3) ¥ +c(aa+3) 2 (8c) (o}
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95531*(3/5 - %) a2+(25+ %) ag
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Zy asg

Te a1 + Ye a2 + 26 a3
*(176*%) a; — Yeaz +
(26 + %) a3
—zear + (y6 + 3) az —
(2o 1) a0
(z6+3) a1— (y6 — 3) az— 26 a3
—Teadl —YeaA2 — 26 A3
($6+ %) a1 +Ys 32*(26 - %) ag
1’631—(2/6 - %) az+(26+%) az

_(376_%) a1+(ya+%) as +
Zg A3
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axsX +bys ¥ +cz52
—a(rs —3) X —bysy +c(z5+ 3) 2

fa:c5)“c+b(y5+%) yfc(zsf%) Z

(L(l’g,“r‘%) )‘(—b(y5—%) y—cz2
—axs5X —bys ¥ —cz52

o (s +3) &by —c (a5 = )

arsX—b(ys —3) §+c(z+1) 2

—CL(ZC5—%) )‘(—i—b(yg,—&—%) V+cziz

>N

axg X + bys ¥ + cz¢ Z

—a(zg—3) X —bys ¥ +c (26 +3) 2
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a(x(;—&—%)f(—b(y —%)9—0262
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a(x6+%) )‘chbyGyfc(zﬁf%) Z
axﬁi—b(yg—%) Sf—i—c(za—i—%) Z
—a(wg— %) X+0b(ys+3) §+cz2

ax7X+by: y+cz72
—a(zr—3) X —byry+c(an+3) 2
Carr b (3 g clen - 1) 2
a(x7+%) i*b(y7f%) y—cziz

—ar7X —byr y —czr Z
o (wr+ 3) R4 by (i1 - b)
avyX —b(yr —5) ¥ +c(er+3) 2
fa(as7f%) ﬁ+b(y7+%) V+ecziz

>N

axsX +bysy +czgZ

—a(rg —3) X —bysy +c(z+3) 2
faxg)“chb(str%) yfc(z f%) Z

a(:vg—k%) i—b(y —%) Y —c2%
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o(ox+3) X+ (- })

Z
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Beo = —(zs—3)ar+(ys+i)ax+ = —a(rs—5) K+b(ys+3) §+cas2 (8¢c) oV

Zg a3
Be1 = ZTgaj + ygas + 29 as = argX + byo § + c29 2 (8c) Ti II
Bg2 = —(l‘g—%) a; —yoas + = —a(xg—%)fc—bygy—l—c(zg—l—%)i (8¢) Ti 1l
(0 4 1)
Bes = —zgar + (yo + 3) az — = —argX+b(yo+3) ¥ —c(z20—3) 2 (8¢) Till
(20 —3) a3
Bes = (vo+3)a—(y—3)a—zas = a(rg+3) X—b(yo—3) § —cz02 (8¢c) Till
Bes = —Zgaj — Yo Ay — Zg Az = —axgX —byg ¥ — cz9 Z (8c) Ti II
B = (ot atwa—(n-bas =  alotd)xtmmy-cln-Ba 9 T
Bg7r = xgalf(ygf%) a2+(29+%) ag = angcfb(ygf%) y+c(29+%) Z (8¢) TiII
Bes = —(zo—3)ai+(yo+3)a+ = —a(wg—3)X+0b(yo+3) §+cz2 (8c) Ti II
29 ag
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