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Figure S1. Chalcone 3: X-ray ellipsoid picture.

Figure S2. Chalcone 3: ball/stick picture.



Compound name and CCDC-number

(E)-1-(3,4-Dimethoxy-phenyl)-2-methyl-3-
phenylprop-2-en-1-one; CCDC 2081479

Moiety formula Ci1sH1303
Formula weight 282.32 g/mol
Temperature 100(2) K
Wavelength 1.54178 A
Crystal system monoclinic
Space group P21/n

Unit cell dimensions

a=12.9441(5) A a=90°

b= 8.6844(3) A B=114.7361(17)°

c=14.4820(5) A y=90°

1478.57(9) A3

Volume

z 4

Density (calculated) 1.268 Mg/m?

Absorption coefficient 0.688 mm™!

F(000) 600

Crystal size 0.150 x 0.070 x 0.070 mm?3

B-range for data collection

3.854 bis 72.134°

Index ranges

-15<=h<=15, -10<=k<=10, -16<=Ik=17

Collected / Independent reflections

16151

Data / restraints / parameters

2898 [R(int) = 0.0520]

max. and min. transmission

0.7536 and 0.6581

Data / restraints / parameters

2898 /0/193

Goodness-of-fit on F2

1.055

Final R indices [I>2sigma(l)]

R1=0.0424, wR2 =0.0937

R indices (all data)

R1=0.0543, wR2 =0.1003

Largest diff. peak and hole

0.216 and 0.236 e.A3

Table S1. Chalcone 3: data for X-ray structure analysis
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Figure S3. Chalcone 3: *H-NMR spectrum.
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Figure S4. Chalcone 3: **C-NMR spectrum.
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Figure S5. Chalcone 3: IR spectrum.
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Figure S6. Chalcone 3: mass spectrometric analysis.



