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methyl 3-(4-methoxy-4-oxobutanoyl)furan-2-carboxylate (3)
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'H NMR (400 MHz, Chloroform-d) § 7.51 (d, J= 1.7 Hz, 1H), 6.81 (d, J= 1.7 Hz, 1H), 3.89 (s, 3H), 3.68 (s, 3H), 3.31
(t,J= 6.7 Hz, 2H), 2.73 (t, J = 6.6 Hz, 2H).
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BC NMR (101 MHz, Chloroform-d) & 187.72, 172.96, 162.89, 150.83, 144.36, 122.29, 113.62, 52.46, 51.83, 34.92,
27.47.
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3C NMR (101 MHz, Chloroform-d) & 144.37, 113.62, 52.46, 51.83, 34.92, 27.46.



methyl 3-(1,1,4-trimethoxy-4-oxobutyl)furan-2-carboxylate (4)
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'H NMR (400 MHz, Chloroform-d) 8 7.36 (d, J = 1.7 Hz, 1H), 6.66 (d, J = 1.7 Hz, 1H), 3.81 (s, 3H), 3.58 (s, 3H), 3.20
(s, 6H), 2.47 (t, J = 6.7 Hz, 2H), 2.16 (t, J = 6.6 Hz, 2H).
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3C NMR (75 MHz, Chloroform-d) 8 173.51, 163.81, 1.54:87, 141.84,117.12,112.38, 111.59, 101.72, 52.18, 51.97,
49.51, 30.35, 28.92.
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BC NMR (75 MHz, Chloroform-d) § 141.87, 112.39, 52.21, 52.00, 49.52, 30.32, 28.93.
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methyl 4-hydroxy-7-methoxybenzofuran-5-carboxylate (5)
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'H NMR (400 MHz, Chloroform-d) 8 11.14 (s, 1H), 7.60 (dd, J=2.1 Hz, 1H), 7.17 (s, 1H), 6.98 (d, J = 2.1 Hz, 1H),
3.97 (d,J = 1.6 Hz, 6H).
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3C NMR (101 MHz, Chloroform-d) 8 171.09, 152.43, 149.52, 144.76, 139.19, 118.90, 105.66, 105.38, 105.02, 56.51,
52.29.

NSE3_DEFY
N33 17000

— e
P
N
- N
-

I 16000
I 15000
14000

I43000

. ! L2000
' i I 1000
b 1 1T o

" - " " }--2000

4 Y T T T T T Y T ¥ Y T
150 145 140 135 130 125 120 115 130 105 100 95
fi (ppm)

81
&
@
@
3
3
2
2
2
5
&

3C NMR (101 MHz, Chloroform-d) & 144.66, 105.56, 105.28, 56.41, 52.18.



methyl 4,7-dimethoxybenzofuran-5-carboxylate (6)
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'H NMR (300 MHz, Chloroform-d) 8 7.63 — 7.61 (m, 1H), 7.26 (s, 1H), 6.95 — 6.94 (m, 1H), 4.00 (d, /= 0.8 Hz, 6H),

3.94(d,J = 0.8 Hz, 3H).
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3C NMR (75 MHz, Chloroform-d) § 167.04, 149.35, 148.04, 145.57, 141.84, 123.31, 117.58, 108.69, 105.80, 62.46,

56.77,52.52.
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3C NMR (75 MHz, Chloroform-d) § 145.58, 108.63, 105.81, 62.47, 56.72, 52.55.
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4,7-dimethoxybenzofuran-5-carbaldehyde (7)

OMe
OHC

O~

OMe

MSE3-1H
NSty

b

1%

-100

116w
1lew
11—
~J ke

Y
65

3 R
e

?
i (ppm)

'H NMR (400 MHz, Chloroform-d) 8 10.46 (s, 1H), 7.67 (dd, J = 2.3, 0.4 Hz, 1H), 7.25 (s, 1H), 7.02 (d, /= 2.3 Hz,

1H), 4.15 (s, 3H), 4.00 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 189.09, 149.92, 145.30, 142.04, 122.24, 120.30, 105.88, 103.45, 61.74, 56.29.
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BC NMR (101 MHz, Chloroform-d) & 189.09, 145.29, 105.87, 103.45, 61.75, 56.29.



2,5-dimethoxyphenol (9)
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'H NMR (400 MHz, Chloroform-d) 8 6.77 (d, J = 8.8 Hz, 1H), 6.56 (d, J= 2.9 Hz, 1H), 6.38 (dd, J = 8.8, 2.9 Hz, 1H),

5.66 (s, 1H), 3.84 (s, 3H), 3.75 (s, 3H).
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13C NMR (101 MHz, Chloroform-d) 6 154.56, 146.44, 140.96, 111.45, 104.23, 101.73, 56.58, 55.66.
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13C NMR (101 MHz, Chloroform-d) 6 111.45, 104.23, 101.73, 56.56, 55.64.
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4-bromo-2,5-dimethoxyphenol (10)
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'H NMR (400 MHz, Chloroform-d) § 7.02 (s, 1H), 6.61 (s, 1H), 5.65 (s, 1H), 3.83 (s, 3H), 3.81 (s, 3H).
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3C NMR (101 MHz, Chloroform-d) & 115.78, 100.50, 56.77, 56.73.
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1-bromo-4-(2,2-dimethoxyethoxy)-2,5-dimethoxybenzene (11)

OMe
Br
OMe
O/\(
OMe OMe
MS1L_ e
LS 1)
2 4 4 [ y
i W Vovoo
. v
I I i 1
3 2 X g A8 4
74 7'7 ] (%) 6’!- 1:‘ 62 60 5‘! ;6 54 ‘Y? S‘D an 46 4‘4 :J 40 8 )'S ]‘4 22

11 (ppm)

'H NMR (400 MHz, Chloroform-d) 8 7.05 (s, 1H), 6.63 (s, 1H), 4.72 (t, J = 5.2 Hz, 1H), 4.04 (d, J = 5.2 Hz, OH), 3.83

(s, 3H), 3.80 (s, 3H), 3.46 (s, GH).
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3C NMR (101 MHz, Chloroform-d) & 150.30, 148.22, 144.66, 117.47, 102.52, 102.07, 69.94, 57.10, 56.87, 54.51.
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BC NMR (101 MHz, Chloroform-d) & 117.50, 102.56, 102.11, 69.98, 57.14, 56.91, 54.55.
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5-bromo-4,7-dimethoxybenzofuran (12)
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'H NMR (400 MHz, Chloroform-d) § 7.59 (dd, J = 2.2, 0.5 Hz, 1H), 6.92 (s, 1H), 6.87 (dd, J=2.1, 0.4 Hz, 1H), 3.97

(d,J=1.7 Hz, 6H).
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1-phenylprop-2-en-1-one (13)
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'H NMR (400 MHz, Chloroform-d) § 7.97 — 7.93 (m, 2H), 7.58 — 7.55 (m, 1H), 7.51 — 7.45 (m, 2H), 7.16 (ddd, J =
17.2, 10.6, 0.6 Hz, 1H), 6.44 (dd, J=17.2, 1.7 Hz, 1H), 5.95 - 5.91 (m, 1H).
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3C NMR (101 MHz, Chloroform-d) § 191.14, 137.35, 133.06, 132.47, 130.26, 129.00, 128.77, 128.70, 128.07.
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2-(2,5-dimethoxyphenoxy)tetrahydro-2H-pyran (14)
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"H NMR (400 MHz, dmso) & 6.89 (d, J= 8.8 Hz, 1H), 6.68 (d, J= 2.9 Hz, 1H), 6.50 (dd, J=8.9, 2.9 Hz, 1H), 5.39 (t, J

= 3.3 Hz, 1H), 3.82 (ddd,J = 11.1, 8.9, 3.8 Hz, 1H), 3.71 (s, 3H), 3.67 (s, 3H), 3.53 (dtd, /= 11.5, 4.3, 1.2 Hz, 1H),
1.94 — 1.38 (m, 7H).

2-hydroxy-3,6-dimethoxybenzaldehyde (15)
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'"H NMR (400 MHz, Chloroform-d) & 12.17 (s, 1H), 10.31 (s, 1H), 7.02 (d, J = 8.9 Hz, 1H), 6.27 (d, J = 8.9 Hz, 1H),
3.84 (d, J = 0.8 Hz, 6H).
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BC NMR (101 MHz, Chloroform-d) & 194.91, 155.87, 153.58, 142.08, 120.27, 111.09, 99.36, 56.90, 55.78.
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BC NMR (101 MHz, Chloroform-d) § 194.92, 120.27, 99.36, 56.89, 55.78.

3-bromo-6-hydroxy-2,5-dimethoxybenzaldehyde (16)
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'H NMR (400 MHz, Chloroform-d) § 11.89 (s, 1H), 10.21 (s, 1H), 7.19 (s, 1H), 3.92 (s, 3H), 3.87 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 194.91, 152.63, 152.47, 145.51, 122.50, 115.15, 104.06, 63.41, 56.67.
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ethyl 2-(4-bromo-2-formyl-3,6-dimethoxyphenoxy)acetate (17)
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'H NMR (400 MHz, Chloroform-d) § 10.49 (s, 1H), 7.27 (s, 1H), 4.76 (s, 2H), 4.23 (q, J= 7.1 Hz, 2H), 3.85 (d, J=2.1

Hz, 6H), 1.28 (t, J= 7.1 Hz, 3H).
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BC NMR (101 MHz, Chloroform-d) & 189.32, 168.96, 150.74, 148.89, 148.75, 121.27, 112.82, 69.75, 62.64, 61.36,
56.66, 14.24.
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BC NMR (101 MHz, Chloroform-d) & 189.23, 121.18, 69.65, 62.54, 61.27, 56.57, 14.15.
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2-(3-bromo-6-formyl-2,5-dimethoxyphenoxy)acetic acid

OMe
Br. CHO
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'H NMR (400 MHz, DMSO-ds) 3 12.88 (s, 1H), 10.41 (s, 1H), 7.59 (s, 1H), 4.74 (s, 2H), 3.85 (s, 3H), 3.71 (s, 3H).
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BC NMR (101 MHz, dmso) 8 189.34, 170.14, 148.83, 148.75, 148.72, 124.31, 121.32, 111.75, 68.85, 61.78, 56.65.
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BC NMR (101 MHz, dmso) 8 189.91, 121.88, 69.41, 62.33, 57.21.
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(E)-3-(4,7-dimethoxybenzofuran-5-yl)-1-phenylprop-2-en-1-one (1)

0O OMe

velutone Fmsbils 2 22 02 2802208088000 RIS00RR00GR9238883 23
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'H NMR (400 MHz, Chloroform-d)  8.22 (d, J= 15.8 Hz, 1H), 8.05 — 8.01 (m, 2H), 7.62 (d, J= 2.2 Hz, 1H), 7.59 —

7.48 (m, 4H), 7.05 (s, 1H), 6.95 (dd, J = 2.2, 0.6 Hz, 1H), 4.05 (s, 3H), 4.04 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 191.00, 148.07, 144.97, 141.96, 140.32, 138.60, 132.53, 128.54, 128.50, 121.68,

121.47,120.74, 105.34, 104.97, 61.51, 56.50.

vellutone _F_cnst-dept : 2
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T T T T T T T T T T T
230 220 210 200 190 180 3170 160 150 140 130 120 110 100 90 &) b 60 50 « 0 10 0
i gpm)

BC NMR (101 MHz, Chloroform-d) & 144.98, 140.32, 132.53, 128.55, 128.50, 121.68, 105.34, 104.97, 61.51, 56.51.
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Area % Report

Data File: C:\32Karat\Projects\Default\Data\delia\Martina\vellutone F.dat
Method: C:\32Karat\Projects\Default\Method\standard 0.7 ml.met
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Acquired: 05/05/2021 17.37.21
Printed: 04/08/2022 13.15.03
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Time: 16,942 hMinutes - Amplitude: 135,403 mAL

Det 168-220nm

vellutone F
Retention Time

23233
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Det 168-220nm
Results
Time Area Area % Height Height %
23,233 12840863 100,00 1677712 100,00
Totals
12840863 100,00 1677712 100,00

mAl
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2-(2,2-dimethoxyethoxy)-1,4-dimethoxybenzene (18)
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'H NMR (400 MHz, Chloroform-d) 8 6.80 (d, J = 8.8 Hz, 1H), 6.56 (d, J= 2.9 Hz, 1H), 6.4 (dd, J = 8.8, 2.8 Hz, 1H),
477 (t, J= 5.2 Hz, 1H), 4.03 (d, J = 5.2 Hz, 2H), 3.78 (d, J = 21.9 Hz, 6H), 3.46 (s, 6H).
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BC NMR (101 MHz, Chloroform-d) & 154.26, 149.08, 144.18, 113.21, 104.69, 102.73, 102.37, 69.16, 56.84, 55.73,
54.35.
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BC NMR (101 MHz, Chloroform-d) § 112.33, 103.81, 101.85, 101.49, 68.27,

4,7-dimethoxybenzofuran (19)

OCHj
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OCHj

55.96, 54.85, 53.46.
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'H NMR (400 MHz, Chloroform-d) 8 7.56 (d, J = 2.1 Hz, 1H), 6.86 (d, J = 2.1 Hz, 1H), 6.70 (d, J = 8.5 Hz, 1H), 6.54
(d, J=8.5 Hz, 1H), 3.97 (s, 3H), 3.90 (s, 3H).
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3C NMR (101 MHz, Chloroform-d) & 147.60, 143.90, 140.38, 119.45, 106.43, 104.43, 102.72, 56.53, 55.80.
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BC NMR (101 MHz, Chloroform-d) & 143.91, 106.43, 104.43, 102.71, 56.53, 55.80.

4,7-dimethoxybenzofuran-2-carbaldehyde (20) + 4,7-
dimethoxybenzofuran-5-carbaldehyde (7)

OCH, OCH,3
o) (@)
)—CHO * /
OHC
OCH, OCH,
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15 'H NMR (400 MHz, Chloroform-d) 8 10.43 (s, 1H), 7.65 (d, J= 2.3 Hz, 1H), 7.22 (s, 1H), 7.00 (d, J = 2.3 Hz, 1H),

4.13 (s, 3H), 3.98 (s, 3H).

16 'H NMR (400 MHz, Chloroform-d) 3 9.83 (s, 1H), 7.61 (s, 1H), 6.87 (d, J = 8.5 Hz, 1H), 6.54 (d, J = 8.6 Hz, 1H),
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3.96 (s, 3H), 3.89 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 189.05, 179.39, 171.11, 152.81, 152.12, 149.88, 148.86, 146.67, 145.28, 141.99,
140.38, 122.18, 119.46, 114.83, 111.28, 105.88, 103.41, 103.20, 77.35, 77.04, 76.72, 61.69, 56.69, 56.23, 55.77.
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fn .’c‘v'ml
BC NMR (101 MHz, Chloroform-d) & 189.06, 179.40, 145.28, 114.82, 111.27, 105.87, 103.40, 103.19, 61.67, 56.68,
56.23, 55.76.

Area % Report

Data File: C:\32Karat\Projects\Default\Data\delia\Martina\2-5dimetossibenzofurano.dat
Method: C:\32Karat\Projects\Default\Method\standard 0.7 ml.met

Acquired: 01/04/2021 12.52.29

Printed: 04/08/2022 13.17.44
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4,7-dimethoxybenzofuran-6-carbaldehyde (21)

Time: 29,9117 Mnutes - Amplitude: 100,29 mAL

E R:enfi-::i;\’;ilgs;:enzofurano
Det 168-220nm
Results
Time Area Area % Height Height %
16,217 6780940 30,65 796575 40,05
16,617 15339907 69,35 1192260 59,95
Totals
22120847 100,00 1988835 100,00
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'H NMR (400 MHz, Chloroform-d) 8 10.47 (s, 1H), 7.72 (d, J = 2.1 Hz, 1H), 7.07 (s, 1H), 6.92 (d, /= 2.1 Hz, 1H),
4.27 (s, 3H), 3.94 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 189.14, 148.43, 146.97, 146.22, 144.65, 126.60, 123.30, 105.37, 99.98, 61.71,
55.91.
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BC NMR (101 MHz, Chloroform-d) § 105.25, 99.87, 61.60, 55.81.

1-(2.5-dimethoxyphenoxy)propan-2-one (24)
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'H NMR (400 MHz, Chloroform-d) 8 6.83 (d, J = 8.8 Hz, 1H), 6.47 (dd, J= 8.8, 2.8 Hz, 1H), 6.39 (d, J = 2.8 Hz, 1H),

4.57 (s, 2H), 3.84 (s, 3H), 3.74 (s, 3H), 2.28 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) § 206.07, 154.22, 148.22, 144.00, 113.22, 105.29, 102.74, 74.46, 56.73, 55.77,
26.56.
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BC NMR (101 MHz, Chloroform-d) & 113.12, 105.19, 102.64, 74.36, 56.64, 55.68, 26.46.



4,7-dimethoxy-3-methylbenzofuran (25)

OCHs
o)
Y

OCHj
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s 67
KR 548% g3 82
A ddde “a b
V'V |1 v
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|
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J i
4 I 44 3
Yy Y Y Y Yy N —— g g g
86 84 82 B0 78 76 74 72 70 68 66 64 62 60 58 56 54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22

1 (ppm)

'H NMR (400 MHz, Chloroform-d) 8 7.28 (d, J= 1.4 Hz, 1H), 6.66 (d, J= 8.5 Hz, 1H), 6.49 (d, J = 8.5 Hz, 1H), 3.95

(s, 3H), 3.86 (s, 3H), 2.35 (d, J = 1.3 Hz, 3H).
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MS5L7_13C
M5 67
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220 220 210 200 150 180 170 160 150 140 13 120 110 100 9% 80 M 60 S0 40 30 20 10 0 -10
1 (ppm)

BC NMR (101 MHz, Chloroform-d) & 149.34, 145.93, 140.50, 140.36, 120.11, 116.40, 106.33, 102.40, 56.58, 55.80,
29.78.
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BC NMR (101 MHz, Chloroform-d) & 140.41, 106.24, 102.31, 56.49, 55.70, 29.68.
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(4,7-dimethoxybenzofuran-3- yl)methanol (26)

OCHs
0
Y

OCH; ~—OH

MST2_1H
Ms72

e
~i

an
—am

147
{rcr
247

-------------------------------------------------
76 74 72 70 68 66 64 62 60 58 56 S4 52 SO 4! 46 44 2 40 )! 36 34 32 )0 28 26 24
1 (ppm)

+ 6500

5500

4500

+ 3500

2500

r 2000

'H NMR (400 MHz, Chloroform-d) § 7.47 (d, J= 1.0 Hz, 1H), 6.71 (d, J = 8.6 Hz, 1H), 6.56 (d, J = 8.6 Hz, 1H), 4.73

(d, J= 0.9 Hz, 2H), 3.95 (s, 3H), 3.94 (s, 3H), 2.85 (s, 1H).
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BC NMR (101 MHz, Chloroform-d) & 147.06, 146.03, 140.71, 140.55, 120.85, 118.54, 106.82, 102.70, 56.55, 55.94.
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BC NMR (101 MHz, Chloroform-d) & 140.55, 106.82, 102.70, 56.54, 55.95, 55.93.
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4,7-dimethoxybenzofuran-3-carbaldehyde (27)

=~
OCH; —O
MSIE_1M
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g3 2e PRE3 23
¥ v i v
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i 13
Yy \
- ; L5 5!
= S s 41
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0

ron

+ 5500

b 4500

4000

+ 3000

+ 2500

2000

'H NMR (400 MHz, Chloroform-d) § 10.41 — 10.41 (m, 1H), 8.21 — 8.18 (m, 1H), 6.77 (d, J= 8.6 Hz, 1H), 6.65 (d, J =

8.6 Hz, 1H), 3.96 (s, 3H), 3.92 (s, 3H).

58



MS75,13C

ans 5 ¥ g xR 5
mS7E i3 3 2 § 3 FH
| " | | | \/
,
1
.
fiad ke
- . -
190 180 172 160 150 40 130 120 110 100 % 60 S0

BC NMR (101 MHz, Chloroform-d) & 187.31, 148.52, 148.25, 145.99, 140.31, 123.46, 107.68, 104.36, 56.57, 55.82.
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BC NMR (101 MHz, Chloroform-d) & 187.36, 148.52, 107.68, 104.35, 56.57, 55.82.
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(E)-3-(4,7-dimethoxybenzofuran-6-yl)-1-phenylprop-2-en-1-one (23)

o) OCHj

-

;
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RN W J L

é :‘. 2'; ~ O ¥ ~1000

- - o o

Pty N T r———t——r——y—r—y—r—T—— T
88 86 B84 B2 80 78 76 74 72 70 68 66 64 62 60 S8 56 54 52 50 48 46 44 42 40 38 16 34
1 (ppm)

"H NMR (400 MHz, Chloroform-d) 8 8.23 (d, J= 15.9 Hz, 1H), 8.05 — 8.02 (m, 2H), 7.62 (d, J = 2.1 Hz, 1H), 7.61 —
7.49 (m, 4H), 6.89 (d, J = 2.1 Hz, 1H), 6.87 (s, 1H), 4.17 (s, 3H), 3.97 (s, 3H).
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3C NMR (101 MHz, Chloroform-d) & 191.16, 148.59, 147.46, 145.45, 140.43, 138.72, 132.61, 128.64, 128.61,
122.26, 122.11, 105.07, 101.56, 61.41, 55.92.
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3C NMR (101 MHz, Chloroform-d) & 145.45, 140.44, 132.61, 128.64, 122.11, 105.07, 101.56, 61.41, 55.92.

122.92,
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Area % Report

Data File:

Method:

Acquired: 05/05/2021 15.47.23
Printed: 04/08/2022 13.20.32

mAl

Time: 25,8622 Mnutes - Amplitude: 234,214 mAL

2500

C:\32Karat\Projects\Default\Data\delia\Martina\vell T 050521.dat
C:\32Karat\Projects\Default\Method\standard 0.7 ml.met
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RT :7.00-12.58
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(E)-3-(4,7-dimethoxybenzofuran-2-yl)-1-phenylprop-2-en-1-one (22)

OCHj

veRstone-5_ INZ S EEEEERRISGEITRIARE 5 4235 “"35#93";557

a8 s
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1 (ppm)

- 11000

'H NMR (400 MHz, Chloroform-d) 8 8.12 — 8.06 (m, 2H), 7.71 (d, J = 4.9 Hz, 2H), 7.59 (ddt, J = 8.3, 6.6, 1.4 Hz, 1H),
7.55 —7.47 (m, 2H), 7.13 (s, 1H), 6.80 (d, J = 8.6 Hz, 1H), 6.54 (d, J = 8.6 Hz, 1H), 4.01 (s, 3H), 3.91 (s, 3H).
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BC NMR (101 MHz, Chloroform-d) & 189.04, 151.81, 147.38, 145.17, 139.38, 137.41, 132.41, 130.13, 128.09, 128.05,
121.06, 120.40, 110.05, 108.56, 102.49, 56.09, 55.25.
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BC NMR (101 MHz, Chloroform-d) & 132.40, 130.13, 128.08, 128.05, 121.06, 110.04, 108.55, 102.48, 56.08, 55.24.
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Data File:

Method:

Acquired: 15/04/2021 15.58.12
Printed: 04/08/2022 13.12.03

C:\32Karat\Projects\Default\Data\delia\Martina\vellutone S.dat
C:\32Karat\Projects\Default\Method\standard 0.7 ml.met

mAL
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Det 168-220nm
Results
Time Area Area % Height Height %
22,617 2249606 100,00 392360 100,00
Totals
2249606 100,00 392360 100,00

mAL

70



17052021 ' d
'z-w 1(0.305) scme:‘

100- ’

2112411 '

108,7

100
90 & B
ok Y Y 1828.5%3,06
MGENRET I o wiogs PResbay
i : ‘ ‘
s 3624 Mﬂ.&” U "

(I {

26018439 34 ,..'3}:&-,55 1 A 1] | mer |
9189 i R | (1 M |
o | HeB gyl w2l

L3936 At

e il | || ™ ixn

- e ) K8 | | | [ Soed 60
%T g, b thaid

10

495 . . i -
40246 2000 2000 1300 1000 6254

71



RY 7001258

WS eene

100 1037 Bane Post wwire 140 0000
OO NE F FTVE » ¢ IB Pl ve
80 (100 5000, 1008 000
0 W OO0 ke DOA 00
40
a4 rar ves va0 820 a2 "X ar2 910 X oep oge voze] \LOS1 000 s np uy e
100 'y e
AD \ 1100 G000 1008 0o
0 ' \\ WY _COIY Une_DOA_ 029
arn 164 -
40 A 1248
20] ,A‘ 963 000 1041 |or|_'_°,'” I \./‘Qa 100 [N
= L‘j_’,:‘f 770 802 840 8gof \ 903 982 A & S \J —
70 75 80 8s 9.0 Y 100 108 1o "e 120 125
Time (min)
2V _QGSPP-Unife_DOA 029 #2227-2249 RT 103104 AV 4 58: 7 10.06-1024 NL: 4 08€+008
T. FTMS « ¢ ESI Full ma 1160.0000-1000.00001
160 200.1122
%07
0 4
3
0 4
0
§ w]
3 w»l
—h 289.1564 306.1048 | | 3101154 2242163 2051262 1422068
104 2701592 282 1680 301.14192 3111981 . |
° 9 - '27?.3!" jv - e zu@ — | - - '|'l'.:lil - - 1 / ul”l *7“’.
270 275 280 285 290 296 30 s 0 215 20 25 x 26 40 M5
mz
# # MS
Peak Display Delta |Theo. Combined |Matched |Missed |Cov. |Pattern
Mass Formula Combined Fit RDB |[ppm] |mass Rank|Score Iso. Iso. [%] Cov. [%]
309,1122 |C19H;17,0,4 25,1421183814927/11,5|0,19 309,11214|1 95,94 4 4 99,87 (98,96
331,094 |Cy9H160423Na (17,8402298795552(11,5/-0,37 |331,09408 |3 95,07 3 5 99,37 (98,83
2-VF_CIGSPP-UniFe_DDA_029 #2233 RT: 10.33 AV: 1 NL: 3.71E+007
T: FTMS + ¢ ESI d Full ms2 309.1123@hcd36.00 [50.0000-335.0000]
100 — 309.1121
] 105.0339
o 80
= ]
()
=}
S 60
2
s b 310.1154
= 40 —
©
° ] 106.0372 167.0650 2811171 311.1183
20 TTO2 oo o / e ro1 0650 2610m0n .
. € ] 294.0887
Sy 120.0703 |/ 173.0236  201.0184 L, = 333.1721
O T T T T T T T T T T T [ P e e iy T T
60 80 100 120 140 160 180 200 220 240 260 280 300 320
m/z

72




(E)-3-(4,7-dimethoxybenzofuran-3-yl)-1-phenylprop-2-en-1-one (28)

OCHj

“ Gess R i3
MS)3 SebduudbawBan i m mmmhmnmhmnmn i nRmhhnimhssddd e -, -
T b——— o S \/
» 2500
f ! 2000
|
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IT i1 e
e e e e e e e e e e e e e e e e e e e
90 88 86 84 82 80 78 76 74 72 70 68 66 64 62 60 SG 56 54 52 SO ‘O 46 44 4) 40 18 36

1 (ppm)

"H NMR (400 MHz, Chloroform-d) & 8.08 — 8.02 (m, 3H), 7.97 — 7.84 (m, 2H), 7.61 — 7.48 (m, 3H), 6.78 (d, /= 8.6

Hz, 1H), 6.65 (d, J= 8.7 Hz, 1H), 3.98 (s, 3H), 3.96 (s, 3H).
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cartella senza titolo
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BC NMR (101 MHz, Chloroform-d) & 190.58, 148.41, 146.56, 145.78, 140.38, 138.38, 134.75, 132.62, 128.56, 128.46,
124.00, 119.85, 116.75, 107.53, 104.04, 56.56, 55.96.
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BC NMR (101 MHz, Chloroform-d) & 145.78, 134.75, 132.63, 128.56, 128.46, 123.99, 107.52, 104.03, 56.55, 55.96.
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Area % Report

Data File: C:\32Karat\Projects\Default\Data\delia\Martina\vellutone Z.dat
Method: C:\32Karat\Projects\Default\Method\standard 0.7 ml.met

Acquired: 16/04/2021 8.50.00

Printed: 04/08/2022 13.22.32
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Results
Time Area Area % Height Height %
23,017 10467135 100,00 1624633 100,00
Totals
10467135 100,00 1624633 100,00
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RT :7.00-12.58
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80 - [100.0000-1000.0000]
-1 3-VF_CIGSPP-UniFe_DDA_030
60 - - =
40 D)
20
4 718 744 772 811 8.60 879 912 9.36 9,57 9.90 10,38 10.84 11,07 1123 1174 1221 1256
0- NL: 1.33E8
100 - 8.77 Base Peak m/z= 150.0000-
4 800.0000 MS F: FTMS - ¢ ESI Full ms
80 [100.0000-1000.0000]
1 3-VF_CIGSPP-UniFe_DDA_030
60 - - -
404
20 4
4 747 7.37 751 7.93 8.17 8.64 9.05 9.37 9.64
0_||||||||||||||||||||||||||| T T T LESLEMLEL LI DL B B B B B MR AN B M B B N B |
7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5 1.0 1.5 12.0 125
Time (min)
3-VF_CIGSPP-UniFe_DDA_030 #2158-2183 RT: 9.97-10.08 AV: 5 SB: 5 9.81-9.94 NL: 2.93E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
D 309.1122
90
80 -
% 704
< 60
<< 50
g d
g 40
o i
['4 30 4
20 ] 310.1153
i 273.3317  281.1184 327.0782 332.0971
10 308.1046 | [311.1180 331.0938
0] 267.1017 277.1796 288.2894 294.0874 300.8340 : — 324.2166 b 338.1113 347.0675
265 27 275 5 285 290 295 300 5 310 315 320 325 330 335 340 345
m/z
# # MS
Peak Display Delta |Theo. Combined |Matched |[Missed |Cov. |Pattern
Mass Formula Combined Fit RDB |[ppm] |mass Rank|Score Iso. Iso. [%] Cov. [%]
309,1122 |C19H;17,0,4 23,7200377676601|11,5|0,2 309,11214|(1 95,94 4 4 99,96 (98,96
331,0938 |C19H160423Na |15,094285170234 (11,5/-0,81 331,09408 |5 93,79 2 5 98,16 (97,31
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