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X-ray crystallography data
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"H-NMR Spectrium of 2-(2,5-dimethoxyphenyl)-3-nitropyridine
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"H-NMR Spectrum of dimethoxy-8-carboline

T T T T T T T T T T T
88 86 84 82 80 78 76 74 72 7.0 68

3 11000
E — WM T O0WwWWw——Owwnwm o N
0 0 N0 N®Eo®ninn ol &
e -10000
HiC,_
O
9000
NH|
\\ ~8000
o W I
o, N 7000
6000
~5000
4000
, 3000
1
2000
1000
JLAW_J i lJL‘ L )
g o T ans & 2%
i =} @ oaag o ==
T - T T = T = T = OI T T T T \rn - 7-1000
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5
f1 (ppm)
'"H-NMR Spectrum of 2-(2,5-dimethoxyphenyl)pyrrole-3-carbonitrile

-56.60
-56.02



]

FE16 IO

BE W W o
T H 58 0
| |
M,
o F7000
el N
gf <> H
i ™ 600
! /
o i
Hy F5000
4000
~3000
2000
" ~1000
1 1 I “ ‘ | L I Lo
L1000
"220 210 200 190 180 17 160 150 140 130 120 110 100 90 80 70 60 S0 40 30 20 10 0
ft (pom)
BC-NMR Spectrum of 2-(2,5-dimethoxyphenyl)pyrrole-3-carbonitrile
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HSQC of 2-(2,5-dimethoxyphenyl)pyrrole-3-carbonitrile
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Result of Peak Picking [Comment]
Position Intensity  MNo. Position Intensity Sample Mame
337771 94.3718 2 292452  89.4877 Comment
285413  93.158 4 2213.88  BB8.8044 User
173368 951103 6 1612.2 96.6396 Division
1657.24  94.547 8 180517  79.8722 Company Johannes Gutenberg - Universitat
1465.63  B88.3854 10 143864  91.7779
1378.85  97.2821 12 126797  94.6749 [Measurement Information]
122458  74.5007 14 1186.01  92.7194 Model Name FT/IR-4100typeA
110212 93.0626 16 104426  88.7511 Serial Number BO70161016
905415  96.9904 18  B853.347  96.238
803.206 94.7638 20 770.423  B89.2133 Light Source Standard
748245  8B.7614 22 GBV.498 94883 Detector TGS
Accumulation 16
Resolution 4 cm-1
Zero Filling On
Apodization Cosine
Gain Auto (128)
Aperture Auto (7.1 mm)
Scanning Speed  Auto (2 mm/sec)
Filter Auto (30000 Hz)

IR-Spectrum (ATR, neat) of 2-(2,5-Dimethoxyphenyl)pyrrole-3-carbonitrile
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X-ray crystallography data
CCDC number

Empirical formula

moiety formula

Formula weight
Temperature

Wavelength, radiation type
Diffractometer

Crystal system

Space group name, number

Unit cell dimensions

Volume

Number of reflections

and range used for lattice parameters
Z

Density (calculated)
Absorption coefficient
Absorption correction

Max. and min. transmission
F(000)

Crystal size, colour and form
Theta range for data collection
Index ranges

Number of reflections:
collected

independent

observed [[>2sigma(])]
Completeness to theta = 25.2°
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(I)]
R indices (all data)

Largest diff. peak and hole

2247185

Ci3H12N202

Ci3H12N202

228.25

193(2) K

0.71073A, MoKa

STOE IPDS 2T

Monoclinic

C2/c, (15)

a=21.8244(9) A o =90°
b=21.8779(9) A B=114.583(3)°
c=21.0043(9) A vy =90°
9119.9(7) A3

10685

2.65° <=0<=28.44°

32

1.330 Mg/m?

0.092 mm!

None

0.9880 and 0.9338

3840

0.120 x 0.240 x 0.850 mm?, colorless needle
2.145 to 28.364°.

-29<=h<=29, -26<=k<=29, -27<=1<=27

29739

11283 [R(int) = 0.0928]

5857

99.4 %

Full-matrix least-squares on F?
11283 /0/789

1.011

R1=0.0623, wR2 =0.1458
R1=0.1309, wR2 =0.1799
0.237 and -0.320 eA-



