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Prototype

AFLOW prototype label
CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

CsH11NaOgS
A5B11CDS8E_aP26_1_5a_11a_a_8a_a-001
1471425

aP26

1

P1

aflow --proto=A5B11CD8E_aP26_1_56a_11la_a_8a_a-001

——-params=a, b/a, c/a, a, B, Yy T1,Y1, 215, X2, Y2, 22, T3,Y3, 23, L4y Y4, 24, L5, Y5, 25, L6, Y6,
26,T7,Y7, 27,8, Y8, 28, L9, Y9, 29, L10, Y10, 210, T11, Y11, 211, 12, Y12, 212, 13, Y13, 213, 14, Y14, 214,
T15,Y15, 215, 16, Y16, 216, L17, Y17, 217, L18, Y18, 218, 19, Y19, 219, L20, Y20, 220, L21, Y21, 221, 22,
Y22, 222, L23, Y23, 223, 24, Y24, 224, 25, Y25, 225, L26, Y26, 226

Triclinic primitive vectors

5 al

a; = ax F

PN . ~ a3
as = bcosyX + bsinyy a2
ag = czX+cyy+e.z
Ce = ccos f3
¢y = c(cosa—cosfcosy)/siny
c, = c?—c2—c2
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Basis vectors
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Lattice

coordinates

T1a; +yiaz+21ag

Toay + Y@z + 22as

rzai + ysaz + z3asg

T4a) +Ysaz + 24a3

Tsar + ysaz + 25 ag

Teal + Ye a2 + 26 A3

r7ai + yraz + zrasg

rga) + ysaz + zgag

Tgai + Yo az + 29 ag

T10a1 + Y10 a2 + 210 a3

ri1a1 +yi1a2 + 21133

Ti2@1 + Yi12a2 + 212 a3

ri3a1 + Yiz3az + z13a3

T14@1 + Y1422 + 21423

Ti5a1 + Yi5a2 + 215 a3

ZTie a1 + Y16 A2 + 216 A3

ri7a1 +yiraz + 217 a3

r1ga1 + Yyig a2 + 218 a3

T19a1 + Y19z + 219 a3

Top a1 + Y20 A2 + 220 A3

ZTo1 @1 + Y21 a2 + 221 a3

To2 a1 + Y22 a2 + 222 a3

Cartesian
coordinates

(axy + by cosy + cpz1) X+
(byr siny + cyz1) ¥+ c.21 2

(axe + bya cosy + cp22) X+
(byasiny + cyz2) ¥+ c.202

(azs + byz cosy + cx23) X +
(byssiny + cyz3) § + c.23 Z

(axg + byscosy + cpzq) X+
(byasiny +cyzq) ¥+ c.24%

(azs + bys cosy + cz25) X +
(bys siny + cyz5) § + c.25 Z

(axe + byg cosy + cp26) X +
(bys siny + cyz6) ¥ + ¢.26 Z

axy + byrcosy + cp27) X+
byrsiny + cy27) § + c.27 Z

byssiny + cy2zg) ¥ + c.28 %

azg + byg cosy + cyz9) X +

(
(
(axs + byg cosy + cpz8) X +
(
(
(byo siny + cy29) § + 2202

(azx10 + by1o cosy + czp210) X +
(byrosiny + cyz10) § + c2210 2
(

aryy +byiicosy + cpz11) X+
byi1siny 4+ cyz11) ¥+ c.211 2

(
(az12 + by12 cOS7Y + c212) X+
(byr2siny + cyz12) § + 2122
(

az1s + byiz cosy + cpz13) X +
byigsiny 4 cyz13) ¥ + 2213 %

(
(ax14 + by14 cOS7Y + Cr214) X+
(byrasiny + cyz14) § + c2214 2
(

aris + by15 COS’Y + 612’15) 5( —+
byissiny + cyz15) ¥ + 2215 2

(
(az16 + by16 COS7Y + cr216) X +
(byre siny + cyz16) § + c2216 Z
(

ary7 + byi7 cosy + cpz17) X+
byi7siny 4+ cyz17) § + c2217 2

(
(az1s + by1s cosy + cz218) X +
(byrgsiny + cyz18) ¥ + c.2182
(

a1 + byig cosy + cpz19) X +
(byrg siny + cyz19) ¥ + c.210 2
(axao + byag cosy + cp220) X +
(by2o siny + cy2z20) ¥ + C.220 2
(aza1 + byay cOS7y + c221) X+
(bya1 siny + cyz21) § + c2201 2
(axog + byaa cosy + cp222) X +
(by22 siny + cy2z22) ¥ + C.222 2
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