B-Arabinose (COqH)9g Structure:
AB2C_0P80.19_5a_10a_5a-001

This structure previously used the label(s) AB2C_oP80_19_5a_10a_5a. Calls to these addresses will be redirected here.
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Prototype CH>O

AFLOW prototype label AB2C_oP80.19_5a_10a_5a-001
Mineral name arabinose

CCDC 1100220

Pearson symbol oP80

Space group number 19

Space group symbol P2:212¢
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AFLOW prototype command aflow --proto=AB2C_oP80_19_5a_10a_5a-001
--params=a, b/a,c/a, 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, 13, Y13, 213, L14, Y14, 214, T15;
Y15, 215, T165 Y165 216, L17, Y17, 217, T18, Y18, 2185 T19, Y19, 219, £20, Y20, 220

e The CIF provided by the CCDC uses a non-standard setting of space group P21212; #19, but uses the coordinates
provided by (Hordvick, 1961). This produces a somewhat different structure than we present. We find no evidence that
(Hordvick, 1961) used a non-standard setting, and our interatomic distances agree with the published numbers, so we will

use the standard setting.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as ar1X+byy+cxnz (4a) CI
B, = —(a:l—%)al—ylag—i— —a(xl—%)fc—byly—l—c(zl—ké)i (4a) Cl
(14 3)
B = f:cla1+(y1+%) as — faxl)‘chb(quL%)yfc(zlf%)Z (4a) ClI
(21— 3) as
B, = (ml—l—%) al—(yl—%) ar— 21 as a(ml—&—%)f{—b(yl—%)y—czli (4a) CI
Bs = Toaj +Y2as + 22as axs X+ by ¥ + c290 Z (43) CII
Bg = —(xg—%) a; —ysas + —a(:@—%)&—bygy—l-c(zz—ké)i (4a) cII
(22+3) as
B, = —zoar+ (y2+3) a2 — —azsX+b(y2+3) ¥y —c(2—3) 2 (4a) CII
(22— 3) as
Bg = (372—‘1-%) al—(yg—%) as — 25 as a(xg—&—%)&—b(yg—%)y—czzi (4a) CII
By = rzaj +Yysaz + z3as ar3X +bysy + cz3 (43,) C III
Bio = —(z3—3) a1 —ysag + —a(rs—3) XR—bysy +c(z+3) 2 (4a) C I
(2’3 -+ %) as
By, = —zza; + (ys+3) a2 — —arsX+b(ys+3) 9y —c(s—3) 2 (4a) C 1
(s )
B> = (1‘34—%) al—(yg—%) as —2z3as a(l‘3+%) f(—b(y;;—%) Y —cz32 (4a) C III
Bis = rga; +ysag + 24 a3 aryX+bys ¥ +cza 2 (4a) Clv
By = —(za—3) ar —ysar + —a(zg— ) X —byag+c(za+3)2 (4a) C1v
(1 1)
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Bss
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—Tq4a; + (y4 + %) az —
(24— 3) as
(334 + %) a; — (y4 - %) ag —2z4a3
Tsay + ysas + 25 a3
— (w5 — ) a1 —ysaz +
(25 + %) as
—Tsaj + (y5 + %) az —
(25— 3) as
(25 +3) a1—(y5 — 3) a2 —z5 a3
Tgay + Y Az + 26 a3
— (26— %) a1 —ysas +
(26 +3) as
—Tgaj + (y6 + %) az —
(s0— ) a0
(164 ) (o — ) 2~z
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( 2 2
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Ti1ar + Yy az + 2z as
— (11 —3) ar—ynas+
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—Ti4a; + (914 + %) az —
(214 — 3) a3
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— (215 — 5) a1 —y1s a2 +
(215 + %) ag
—Tisa + (y15 + %) az —
(215 — 3) a3

(z15+3) a1 — (y15 — 3) a2 —

%15 as
Z16 a1 + Y16 A2 + 216 A3
- ($16 - %) a; —yigaz +
(216 + 3) as
—Ziear + (y16 + %) ag —
(216 — 3) as
(216 + 3) a1 —
Z16 A3
Ti7ay + Yiraz + 217 a3
— (17— 3) a1 —yiray +
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(217 = 3) as
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—a(z14—5) X —byuy +ec(za+3) 2

1
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2

2 X —byis§ +c(z215+ 3) 2
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azi6X + by16 ¥ + cz16 2

—a(z16— %) X—byiey +c(z6+3) 2

—ax16>“<+b(y16+%) y—C(Zlﬁ—%) z

a(zi6+3) %—b(yie—3) ¥ —czi62

ari7 X +by17y +czi7

—a (£E17 — %) ﬁ—by175’+0(217+ %) z

—axlyi—&—b(yn—&-%) 5’—0(217— %) VA

a(rir+35) X=b(yir—3) ¥ —car 2

ar1g X +by18 ¥ + cz182
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B70 = — (xls — %) a; — Yigaz + = —a (xls — %) X — bylgy +c (2’18 + %) Z (4&) O III
(218 + %) az

B = —z1ga1 + (Y18 + 5) ag — =  —arisX+b(yst3) Y —c(us—3)2 (42) O III
(215 — 3) a3
Brs = (zis+3)a—(ys—3)a— = a(ris+3) X—b(yis—3) § — cz1s2 (4a) O 11T
Z18as
Brz = Tigay + Y19 az + 219 a3 = ax19X +by19 ¥ +cz192 (4a) Ol1v
Bry = —(r19 — 3) a1 —yoaz + =  —a(r—3)X—byoy+c(zo+3) 2 (4a) O1v
(219 + %) as
Brs = —z19a1 + (Y10 + 5) Az — = —aroX+b(yo+35) ¥ —c(z0—3) 2 (4a) O
(210 = 3) @3
Bz = (.1‘19 + %) a; — (y19 — %) ag — = a (xlg + %) X—b (ylg - %) Y —cz19Z (4&) (ONAY
Z19as
Bz = Z20 A1 + Y20 A2 + 220 A3 = arao X + bya0 ¥ + 2202 (4a) oV
B7g = — (220 — 3) a1 — Y20 a2 + = —a(w0—3) X—byny+c(zo+3)2 (4a) oV
(220 + %) ag
Brg = —z0a1 + (y20 + 5) az — = —azo X +b(y20+3) §—c(220—3) 2 (4a) oV
(220 — 3) a3
Bso = (z20+3)ar— (yoo—3)a2— = a(r0+3) X—b(y20—3) § — cz202 (4a) oV
220 A3
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