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INFRARED (IR) SPECTRA OF COMPOUNDS
4a—4p AND 5a-5p
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Figure S1 — Infrared spectrum (ATR) of 4a.
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Figure S2 — Infrared spectrum (ATR) of 4b.
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Figure S3 — Infrared spectrum (ATR) of 4c.
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Figure S$4 — Infrared spectrum (ATR) of 4d.
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Figure S5 — Infrared spectrum (ATR) of 4e.
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Figure S6 — Infrared spectrum (ATR) of 4f.
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Figure S7 — Infrared spectrum (ATR) of 4g.

489,308
552.484
4.855
815,265
863.502
o78.37
1147.26
122278
1289.23
142213
1508.72
————— 157617
1633.31 1603.1
1708.82
1884.01
2019.93
2360.99
283797
2922 54
2964.83
T T T T T T
S @ & = & &

(%) @oueywIsueIL

500

1000

1500

2000

2500

3000

3500

Wave number (cm-)

Figure S8 — Infrared spectrum (ATR) of 4h.
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Figure S9 — Infrared spectrum (ATR) of 4i.
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Figure S10 — Infrared spectrum (ATR) of 4j.
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Figure S11 — Infrared spectrum (ATR) of 4k.
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Figure S12 — Infrared spectrum (ATR) of 4l.
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Figure S13 — Infrared spectrum (ATR) of 4m.
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Figure S14 — Infrared spectrum (ATR) of 4n.
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Figure S15 — Infrared spectrum (ATR) of 4o.
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Figure S16 — Infrared spectrum (ATR) of 4p.
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Figure S17 — Infrared spectrum (ATR) of 5a.
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Figure S18 — Infrared spectrum (ATR) of 5b.
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Figure S19 — Infrared spectrum (ATR) of 5c.
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Figure S20 — Infrared spectrum (ATR) of 5d.
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Figure S21 — Infrared spectrum (ATR) of 5e.
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Figure S22 — Infrared spectrum (ATR) of 5f.
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Figure $23 — Infrared spectrum (ATR) of 5g.
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Figure S24 — Infrared spectrum (ATR) of 5h.
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Figure $25 — Infrared spectrum (ATR) of 5i.
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Figure S26 — Infrared spectrum (ATR) of 5j.
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Figure S27 — Infrared spectrum (ATR) of 5k.
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Figure S28 — Infrared spectrum (ATR) of 5.
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Figure $29 — Infrared spectrum (ATR) of 5m.

1000

2500

3000

468,163
543675
507.791
652,16
727,671
760,896
812,244
845,469
899,838
978,37
102368
1117.06
1258.02
133151
1419.11
1458.37
1512.74
1597.06
1630.29
17209
1966.56
2032.01
2837.97
292556
205878
S < z
2 2 2

(%) soueywsuesy

500

1500

2000

3500

4000

Wave number (cm')

Figure S30 — Infrared spectrum (ATR) of 5n.
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Figure $31 — Infrared spectrum (ATR) of 50.
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Figure $32 — Infrared spectrum (ATR) of 5p.



1H NUCLEAR MAGNETIC RESONANCE (NMR) SPECTRA OF
COMPOUNDS 4a—4p AND 5a—5p
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Figure $33 — 'H NMR spectrum (300 MHz, CDCl;) of 4a.
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Figure S34 — *H NMR spectrum (300 MHz, CDCls) of 4b.
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Figure S35 — *H NMR spectrum (300 MHz, CDCls) of 4c.
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Figure $36 — 'H NMR spectrum (300 MHz, CDCls) of 4d.
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Figure S37 — *H NMR spectrum (300 MHz, CDCls) of 4e.
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Figure $38 — 'H NMR spectrum (300 MHz, CDCls) of 4f.
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Figure S40 — *H NMR spectrum (300 MHz, CDCls) of 4h.
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Figure S41 — 'H NMR spectrum (300 MHz, CDCls) of 4i.
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Figure $S42 — 'H NMR spectrum (300 MHz, CDCls) of 4j.
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Figure $43 — 'H NMR spectrum (300 MHz, CDCls) of 4k.
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Figure S44 — 'H NMR spectrum (300 MHz, CDCl3) of 4l.
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Figure $46 — 'H NMR spectrum (300 MHz, CDCls) of 4n.
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Figure S48 — *H NMR spectrum (300 MHz, CDCls) of 4p.
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Figure S50 — *H NMR spectrum (300 MHz, CDCls) of 5b.
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Figure S52 — *H NMR spectrum (300 MHz, CDCls) of 5d.



g5 REEE g5 ES ]
= L oo ) w
VoS [V Y i
g8 &3 8
Tl [

B g
| 1
F.20 7.18 T.16 F.14 712 710 708 706 704 702 700
4 (pam)
3615 3910 3905 3900
& [ppan)
? - | n‘ . .-.i :'3.‘# ? E‘ g
1m0 2.5 s.4a s a0 t-] 0 LB 6.0 5.5 50 4.5 40 15 a0 2.5 2a LS 1.0 a.5 Q.0
& ippm]
Figure S53 — *H NMR spectrum (300 MHz, CDCls) of 5e.
T %
WA T
1 3 H
I Y Y
715 700 .05 7.00 695
& [ppe)
P g
| I
1'01 ;l:I: 'Illl'-l
i [ & {opm
BT
TTTT T T T
]El Q ‘?rE 5‘ Q 81.5 UI a 1':.5 '-'I?J DI 5 C:-:l 5‘ 5 ;.U 1‘ 5 “.'.'r JrS Jl.f‘ '£r5 EI".l ]1.5 llx'l U‘.i '.'r?J

& (ppm)

Figure S54 — *H NMR spectrum (300 MHz, CDCls) of 5f.
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Figure S60 — 'H NMR spectrum (300 MHz, CDCls) of 5.
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Figure $62 — 'H NMR spectrum (300 MHz, CDCls) of 5n.
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13C NUCLEAR MAGNETIC RESONANCE (NMR) SPECTRA
OF COMPOUNDS 4a—4p AND 5a-5p
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Figure $66 — 3C NMR spectrum (75 MHz, CDCls) of 4b.
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Figure S70 — 3C NMR spectrum (75 MHz, CDCls) of 4f.
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Figure S72 — 13C NMR spectrum (75 MHz, CDCls) of 4h.
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Figure 78 — 3C NMR spectrum (75 MHz, CDCls) of 4n.
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Figure $72 — 3C NMR spectrum (75 MHz, CDCls) of 5b.



E o3 g § EEED £
E B i § #dzs H
I 1 N | LIRY) |
g g
§ B
I |
_1 _ 2
- ; ' - !
128.5 1280 127.5 127.0
& [ppm)
H 56,0 §55.8
' & (ppm}
[
200 190 i=0 s L) 150 130 0 119 100 90 B m Gl 50 o 20
& (ppm)
H 13
Figure $S73 — *C NMR spectrum (75 MHz, CDCls) of 5c.
[ 8= 2HE B
E . 2zg 3
I [ 1% i
T T T T T T T T T T T T T e
128 127 126 12% 124 123 122 121 120 115 118 117 116 =
& (ppm) LY
.
: .
a&F ah a5 e
& (ppm)
200 190 180 170 160 150 1 120 110 100 50 [.0=] o L] 50 40 o 20 10

& (ppm)
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Figure S76 — 13C NMR spectrum (75 MHz, CDCls) of 5f.
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Figure $82 — 13C NMR spectrum (75 MHz, CDCls) of 5l.
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MASS SPECTRA OF SELECTED COMPOUNDS
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Figure S87 — Mass spectrum of compound 4a.
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Figure S88 — Mass spectrum of compound 4b.
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Figure S89 — Mass spectrum of compound 4c.
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Figure S90 — Mass spectrum of compound 4d.
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Figure S91 — Mass spectrum of compound 4e.
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Figure 92 — Mass spectrum of compound 4f.
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Figure 93 — Mass spectrum of compound 4g.
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Figure 94 — Mass spectrum of compound 4h.
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Figure 95 — Mass spectrum of compound 4i.
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Figure 96 — Mass spectrum of compound 4j.
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Figure 97 — Mass spectrum of compound 4k.
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Figure 98 — Mass spectrum of compound 4l.
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Figure S99 — Mass spectrum of compound 4m.
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Figure S100 — Mass spectrum of compound 4n.
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Figure S101 — Mass spectrum of compound 5a.
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Figure $S102 — Mass spectrum of compound 5b.
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Figure S103 — Mass spectrum of compound 5d.
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Figure S104 — Mass spectrum of compound 5e.
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Figure S105 — Mass spectrum of compound 5f.
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Figure S106 — Mass spectrum of compound 5h.
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Figure S107 — Mass spectrum of compound 5i.
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Figure S108 — Mass spectrum of compound 5j.
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Figure S109 — Mass spectrum of compound 5I.
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Figure S110 — Mass spectrum of compound 5m.
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Figure S111 — Mass spectrum of compound 5n.




CHARACTERIZATION OF COMPOUND (E)-2-
METHOXYPHENYL 3-(3,4-DIMETHOXYPHENYL)ACRYLATE
(50) BY X-RAY DIFFRACTOMETRY



Room temperature (298(2) K) single-crystal X-ray diffraction data were measured on a
Rigaku Oxford Diffraction 2020 X-ray diffractometer. The crystals were mounted on a
goniostate and exposed to X-ray radiation (Mo Ko, = 0.71073). The software used to collect data,
structure solution, and refinements were the followings: CrysAlisPro 1.171.41.93a (Rigaku, OD,
2020) for collecting, refinements, and reduction of data; SHELST 2018/2 [48] and SHELXL 2018/3
[48] for structure solution and refinements; OLEX 2 1.5-beta [49] for structure analysis and
molecular graphic construction. Nonhydrogen asymetric units were determined using
electronic density distribution via Fourier transformation. A riding model was used for
hydrogen postions with fixed valence bond lengths and angles. Nonhydrogen and hydrogen
atoms were refined as anisotropic and isotropic (Uiso(H) = 1.2Uiso(Cct) or 1.5Uiso(CcHs)),
respectively. Other collected parameters and the statistic refinements are shown in Table S1.

Tabela S1 - Crystallographic data and refinements for compound 50

Empirical formula Ci1sH1:0s
Formula weight 314.32
Crystaline sytem Monoclinic
Spacial group P 21/c

z/z 4/1

T (K)/A (A) 293/0.71073

Unit cell dimensions

a=9.40396(6) A
b=7.8454(5) A
c=22.2482(13) A
a=90°
B=101.934(6)°
7=90°

Volume of unit cell (A3) 1605.94(18)
Density — calculated (mg m™3) 1300
Absorption coefficient ¢ (mm-) 0.095
20 interval for data collection (°)  2.586 to 34.532
h=-13-15
Intervals of index k=-11-12
[=-35-35
Collected reflections 26452
Independent reflections 6533
Observed reflections 3134
Symmetry factor 0.0395
Completeness to Omax (%) 95.6
F(000) 664.0
Refined parameters 211
Goodness-of-fit on F2 1.009
Residual index for I>2% (I) (R1) 0.0526
wR2 for all data 0.1689

Largest difference peak and hole
(e/A?)
CCDC deposit number

0.150 and -0.191

2248204

The assymmetric unit of compound 50 is depicted in Figure S112.
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Figure S112 — Asymetric unit of compound 50. (50% probability ellipsoids for non hydrogen
atoms, while hydrogens are arbitrary radius spheres)

The compound 50 crystallizes in the P21/c monoclinic system, presenting only one
molecule in the asymetric unit. The compound is essentially planar from the 3,4-dimethoxy
phenyl group to the carbonyl ester functionaly, indication delocalized eletrons in this planar
portion. However, the 2-methoxyphenyl group has its own plan. Moreover, the double bound
presents a trans configuration, which agrees with theNMR data.

[48] Sheldrick, G. M. Crystal structure refinement with SHELXL. Acta Crystallogr. Sect. C 2015,
71, 3-8.

[49] Dolomanov, O.V.; Bourhis, L.]J.; Gildea, R.J.; Howard, J. A. K.; Puschmann, H. OLEX2: A
complete structure solution, refinement and analysis program. J. Appl. Cristall. 2009, 42, 339-341.



