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Lattice Parameters a = 5.12390(9) A

c = 14.7889(3) A —10-19m
V = 1061.33(4) A3
Space Group P2,2,2, (#19)
Table 1. Atomic coordinates and Biso/Beq
atom X y V4 Beq
0O(1) 1.2652(2) 0.48605(7) 0.60055(6) 2.82(2)
0(2) 0.7101(3) 0.45414(7) 0.79141(6) 3.11(2)
O(3) 1.0299(3) 0.28578(7) 0.63000(7) 3.23(3)
O(4) 0.9385(3) 0.32503(8) 0.44791(7) 3.34(3)
O(5) 1.1392(3) 0.58253(8) 0.42506(8) 3.63(3)
N(6) 0.8805(3) 0.53731(8) 0.67443(8) 2.55(3)
N(7) 0.5469(3) 0.60250(8) 0.76653(8) 2.77(3)
N(8) 0.3700(4) 0.7471(1) 0.7333(1) 3.98(3)
C(9) 0.9719(3) 0.4026(1) 0.50790(9) 2.37(3)
C(10) 1.2502(3) 0.4397(1) 0.51300(9) 2.51(3)
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Table 4. Bond lengths (A) Table 6. Bond angles (° )

atom atom distance atom atom atom angle

0(1) C(10) 1.4505(17) C(10) 0(1) C(12) 110.12(11)
0(1) C(12) 1.4098(17) C(12) N(6) C(14) 117.68(11)
0(2) C(14) 1.2442(16) C(12) N(6) C(16) 122.16(13)
0(3) C(13) 1.4171(18) C(14) N(6) C(16) 120.15(13)
O(4) C(9) 1.4128(18) C(11) N(7) C(14) 119.67(13)
O(5) C(15) 1.417(2) O(4) C(9) C(10) 114.07(12)
N(6) C(12) 1.4901(19) O(4) C(9) C(13) 112.06(12)
N(6) C(14) 1.3874(19) C(10) C(9) C(13) 102.29(11)
N(6) C(16) 1.367(2) 0O(1) C(10) C(9) 104.30(11)
N(7) C(11) 1.3393(19) 0O(1) C(10) C(15) 109.72(12)

LB A -]
C(sp®)—C(sp®):1.53 A X—C(sp%)—Y:109.47 °
C(sp?)=C(sp?):1.32 A  X—C(sp?)—Y:120A°
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International Table ., . c

2h 2/m Monoclinic
Volume A Space-group symmetry

No. 14 Pl 2, J."rl'.' 1 Patterson symmetry P12/m

UNIQUE AXIS b, CELL CHOICE 1

BEREfT. BEFITEST, [ . 3

FEEICEELFROT—IR—XZ, ; g ; _ ; ; B
:l? =1 }-:- a 1| =] : o
DHAETIEEL, A N T I P

FWTODERIEYINITTHEET I
BHTLEL TN, /“Hmf

a
Glide vector in units of Tattice translation

vectors parallel and normal (o the projection e Gll'
Symmetry plane or symmetry lina Graphical symbal plane Printed symbol OJ -_—__“"—-a“———_.____
Reflection plane, mimor plane 1 i = J‘ iy O -
Reflection line, mirror line (two dimensions) | _f ’1]'
*Axial' glide plane Hlattice vector along fine in projection plane | &, borc }
Glide lipa (two dimensions) é—ja('.i-:z vector along fine in figure pline B
*Axial” ghide plane -}Ia\(::c wvector normal to projection plane a borc
Origin at T
“Double’ glide plane* fin centred cells onky) s s actors: £
H gl 1 eection e sad Asymmetricunit O<r<1: D=y<lh 0=z<]
+ normal 1o projection plane - - - mniniie: - =
Dingonal” ghdepisne | e One glide veclor with fwo componesls " S‘i‘mmetr}' operntinns
4 long line parallel to projection plane. 2
1 oormal to projection plane 1 (2) 200,500 Ov % 31 000 (4) ¢ X.5.2
“Dinmond’ glide plane? (pair of planes: in centred cells ————— T 2 line paralle] o projection plane, d
onlyl e combinad with { normal to projection plane
{urrow indicates direction pamilel to the
projection plane for which the pormal
componeat is positi vel
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R | v vczars I
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Flack parameter -ﬂ.m? REBEISIECTEAE TR |
Maximum shift/error: 0.000
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Check for Acta

Mu x R
Data Completeness
Refl / Param ratio : 9.155

Sin{theta) [/ lambda : 0.6024
R1
wh
Max. shift / Error

Goodness of fit

Check for Acta

Mu x R : 0.000
Data Completeness 0.981
Refl / Param ratio : 41.000
Sin{theta) / lambda : 0.6024
ALERT A R1 : 0.4600

ALERT A whR : 0.8023
ALERT A Max. shift / Error : 0.291
ALERT A Goodness of fit : 16.228
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Summary for ???
Formula: CO?HO??7)0(?N(?)

frpkrkk Unit Cel| Parameters soksokrk

a: 8.812(3)
b: 12.300(5)
c: 13.915(5)
alpha: 90. 000
beta: 98.730(7)
gamma: 90. 000
volume: 1490. 7(9)

skrtkk Space Group Information sk

symbol : P21/n
number : 14
centricity: centric
Z value: 4
formula weight: 259. 39
calculated density: 1.156
mu (cm-1): 0.706
crystal system: monoclinic
laue group: 2/m
lattice type: P
srkrkrk Reflection Processing sk
total # processed: 5907
total # unique: 3302
R merge (%): 5.29
Wilson B: 1.58

summary.txt® 1 &

sprckrkrkk Model Refinement sekskskskorskodk

R1 factor[1>2.0sigma(l)]: 0. 0686
R factor[all data]: 0.1269
wR factor[all data]: 0.1434
goodness of fit: 1. 051
# of observations: 3302
# of variables: 272
refl/para ratio: 12.1
maximum shift/error: 0.00

Refinement program: SHELXL
Ref inement mode: Single

srdkrkk Reflection Corrections sekskorskok

absorption applied: Yes
abs. type: SYM
abs. range: 0.717-1.000
decay applied: No
decay (%) : 0.00

redundants averaged: Yes

srkrk Exper imental Information sk
radiation: Mo
wavelength: 0.7107
max. 2theta: 54.9
sin(theta)/lambda: 0. 6486
temperature (C): -119. 8

/N
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Table 4. Bond lengths (A) Table 6. Bond angles (° )

atom atom distance atom atom atom angle

0O(1) C(10) 1.4505(17) C(10) 0(1) C(12) 110.12(11)
0O(1) C(12) 1.4098(17) C(12) N(6) C(14) 117.68(11)
0(2) C(14) 1.2442(16) C(12) N(6) C(16) 122.16(13)
0(3) C(13) 1.4171(18) C(14) N(6) C(16) 120.15(13)
O(4) C(9) 1.4128(18) C(11) N(7) C(14) 119.67(13)
O(5) C(15) 1.417(2) O(4) C(9) C(10) 114.07(12)
N(6) C(12) 1.4901(19) O(4) C(9) C(13) 112.06(12)
N(6) C(14) 1.3874(19) C(10) C(9) C(13) 102.29(11)
N(6) C(16) 1.367(2) 0O(1) C(10) C(9) 104.30(11)
N(7) C(11) 1.3393(19) O(l) C(10) C(15) 109.72(12)
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Cambridge Crystallographic Data Centre
http://www.ccdc.cam.ac.uk/
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