Supplementary Materials

"H-NMR spectra, *C-NMR spectra or HRMS of the synthesized compounds.
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The HRMS ionization method is below, also for other compounds.

Display Report

Analysis Info Acquisition Date  1/10/2014 8:50:42 PM
Analysis Name  D:\Data\du\wyc\a\4b.d
Method tune_low.m Operator XZNU
Sample Name  TuneMix Instrument micrOTOF-Q 134
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset ~ -500 V Set Dry Gas 2.0 /min
Scan End 3000 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Source
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(E)-1-(4-Methoxyphenyl)-3-(4-bromo-2-fluorophenyl)prop-2-en-1-one (a3)
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(E)-1-(4-Methoxyphenyl)-3-(4-bromo-2-chlorophenyl)prop-2-en-1-one (a5)
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(E)-1-(4-Methoxyphenyl)-3-(4-nitrophenyl)prop-2-en-1-one (a6)
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(E)-1-(4-Methoxyphenyl)-3-(4-carbonylphenyl)prop-2-en-1-one (a7)
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(E)-1-(4-Methoxyphenyl)-3-(3-methoxyphenyl)prop-2-en-1-one (a9)
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(E)-1,3-bis(4-Methoxyphenyl)prop-2-en-1-one (a10)
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(E)-1-(4-Methoxyphenyl)-3-(4-ethoxyphenyl)prop-2-en-1-one (all)
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(E)-1-(4-Methoxyphenyl)-3-(2,3-dimethoxyphenyl)prop-2-en-1-one (al2)
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(E)-1-(4-Methoxyphenyl)-3-(2,5-dimethoxyphenyl)prop-2-en-1-one (al3)
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(E)-1-(4-Methoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (al4)
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(E)-1-(4-Methoxyphenyl)-3-(3,4-dimethoxyphenyl)prop-2-en-1-one (al5)
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(E)-1-(4-Methoxyphenyl)-3-(3,5-dimethoxyphenyl)prop-2-en-1-one (al6)
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(E)-1-(4-Methoxyphenyl)-3-(3-(benzyloxy)-4-methoxyphenyl)prop-2-en-1-one (al7)
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(E)-1-(4-Methoxyphenyl)-3-(2,3,4-trimethoxyphenyl)prop-2-en-1-one (al8)
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(E)-1-(4-Methoxyphenyl)-3-(2,4,5-trimethoxyphenyl)prop-2-en-1-one (a19)
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(E)-1-(4-Methoxyphenyl)-3-(3,4,5-trimethoxyphenyl)prop-2-en-1-one (a20)
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(E)-1-Phenyl-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b1)
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(E)-1-(2-Methylphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b2)
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(E)-1-(3-Methylphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b3)
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(E)-1-(4-Methylphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b4)
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(E)-1-(3,4-Dimethylphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (bS)
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(E)-1-(2-Methoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b6)
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(E)-1-(3-Methoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b7)
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(E)-1-(2-Ethoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b8)
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(E)-1-(3-Ethoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b9)
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(E)-1-(4-Ethoxyphenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b10)

o) o~

=

J
C)/

+118
3921
3324
2513
2510
2506
2503
2499
1.380
1.366
1352

A
4132
L
\

Y 7078
R

“-6749
0000

09~
30T
1.06=
213=
213=
2181

319=

T T T T T T T T

T T
120 1.5 11.0 105 100 95 9.0 8.5 8.0 7.5 7.

T T T T T T
65 60 55
1 (ppm)

20140919 bl0 Bruker AVIIIHD 600 20140919 C13 DMSO D:\\ DATA2014 14

188.9

~ mmeea @ = = « o w T oM~ © =3
g2 2858 3 5 2 g 8 g§ges8s 2
W1 SN [ [ T

T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 ) 100 20 80 70 60 50
1 (ppm)|

Intens. +MS, 0.6-0.9min #(35-54)
x104

335.1256

34

14 336.1251

337.1284
0 —t 1

333 334 " 335 " 336 T 3B 339

miz

Bruker Compass DataAnalysis 4.0 printed: 1/20/2014 2:33:21 PM Page 1 of 1



S25

(E)-1-(2-(Benzyloxy)phenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b11)
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(E)-1-(3-(Benzyloxy)phenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b12)
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(E)-1-(4-(Benzyloxy)phenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b13)
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(E)-1-(4-(Benzyloxy)-3-methoxyphenyl)-3-(2, 6-dimethoxyphenyl)prop-2-en-1-one (b15)
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(E)-1-(Benzo[d][1,3]dioxol-5-yl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b20)
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(E)-1-(2,3-Dihydrobenzofuran-5-yl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b21)
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(E)-1-(4-Fluorophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b33)
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(E)-1-(3-Chlorophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b34)
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(E)-1-(4-Chlorophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b35)
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(E)-1-(3-Bromophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b36)

@)

Br =
‘ ~o

"
\

S46



SEECZIEZSERISREERINIT REASESR 3 5 SBEERE £
PRl SN i
L |
ey ey ¥
ITEEEL T £ s
....... L H
12.0 11.5 11.0 10.5 10.0 9.5 9.0 85 8.0 75 7.0 6.5 6.0 55 50 4.5 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0
1 (ppm)

20140919 b36 Bruker AVIIIHD 600 20140919 C13 DMSO D:i

\ DATAZ0
o @ el LT X
g g §E8200588Y
| | SSsRNA

14 3

—1118
—1047

220

(E)-1-(2,4-Dichlorophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b37)
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(E)-1-(3,4-Dichlorophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b38)
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(E)-1-(3-Nitrophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b39)
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(E)-1-(4-Nitrophenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b40)

S51

/
O] ©)
=
O+ ~
NINES
l}l O
o
E3ISEBRIBTED 88 & g
EEEr L ss = 3
REIRISI T S e I |
l — Jl. l 1
%3d L z 2
233 = E] 3
12'.!] 11'.5 11'.0 10’.5 1C:J] 915 9fa H:E Bjﬂ 7:5 710 sfs EII] 515 510 4‘5 4:0 3i5 3.‘0 2i5 Zjﬂ 115 1jl] Cl:5 Dil]
1 (ppm)
20140919 b40 Bruker AVIIIHD 600 20140919 C13 DMSO D:\\ DATA2014 7
E § & § #8338 3 3 3393333
| | [ AN BTV [ | e
} L .
T r T T T T T T T T T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 []
1 (ppm)
Intens. +MS, 0.2-0.4min #(13-21)
x104
4 314.1022
3_
2,
N 315.1037
313.2310 316.1020 217.0200
0= T 7 T T T
313.0 3135 314.0 314.5 315.0 3155 316.0 316.5 317.0 miz
Bruker Compass DataAnalysis 4.0 printed: 1/19/2014 5:07:37 PM Page 1 of 1



(E)-1-(3-(Trifluoromethyl)phenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b41)
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(E)-1-(3,5-bis(Trifluoromethyl)phenyl)-3-(2,6-dimethoxyphenyl)prop-2-en-1-one (b42)
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