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compound 1

2'-methoxy-4'-hydroxychalcone

Table S1 : The most similar compound data to compound 1

. 12 2'-methoxy-4'-hydroxychalcone °
Position on e on o
1 - 188.5 191.2
2 7.59 (1H, d, J = 15.8 Hz) 126.7 7.52 (1H, d, J = 15.6) 127.1
3 7.66 (1H, d, J = 15.8 Hz) 1418 7.68 (1H, d, J = 15.6) 142.7
1 - 130.2 - 1215
2' - 164.5 - 161.6
3 6.69 (1H, s) 99.8 B _ 99.4
5 i 1055 6.52~6.49 (2H, d, J = 8.0) 108.1
4 - 166.1 - 161
6' 8.23 (1H, ) 1335 7.70 (1H, d, J=8.0) 133.1
7 - 170.0 - -
1" - 135.3 - 135.4
2 6 7.75(2H, dd, J=7.2, 1.8 Hz) 128.4 7.40~7.37 (3H, m) 128.9
4 7.46 (3H,d,J=5.9 Hz) 126.8 130.1
3" 5" ‘ P ' 128.9 7.58 (2H, m) 128.4
2-OCHj3 4.05 (3H, s) 56.0 3.85 (3H, 5) 55.7
7'-OCHjs 3.98 (3H, s) 52.0 - -
4-OH 11.27 (1H, s) - - -

@ Measured in Acetone-ds.
b Measured in CDCls.
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compound 2

Table S2 : The most similar compound data to compound 2

candenatenin H

Position 22 candenatenin H °

OH oc OH oc

1 3.46 (2H, d, J = 6.5 Hz) 30.7 3.25(dd, 7.8, 1.5) 29.8

2 7.22 (1H,t,J=7.3 H2) 128.5 5.93 (dt, 15.4, 7.8) 135.4

3 6.35 (1H, m) 137.6 6.34 (br d, 15.4) 123.3

1 - 130.8 - 119.0

2' - 163.4 - 151.8

3 - 162.7 - 144.7

4 6.48 (1H, s) 127.0 6.47 () 99.4

5 - 120.5 - 140.2

6 7.62 (1H, s) 98.1 6.52 (s) 113.2
7' - 170.5 - -

1" - 130.4 - 123.7

2" - 152.7

6" 1284 7.06 (br d, 7.5) 1298

3" 7.33 (5H, m) 126.1 6.85 (br d, 7.5) 115.4

5" ' 6.83 (brt, 7.5) 120.2

4 127.0 7.12 (td, 7.5, 1.5) 128.7

2'-OCHj 3.89 (3H, s) 51.9 3.67 (s) 56.0

5'-0OCH3 - - 3.73 (s) 56.7
7'-OCH3 3.92 (3H, s) 55.7 - -
3-OH 10.95 (1H, s) - 5.49 (s) -

@ Measured in Acetone-ds.
b Measured in CDCls.
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Table S3 :Mass information of compound 1-2 in HR-ESI-MS spectrum
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1
2
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Figure S1: HR-ESI-MS spectrum of compound 1

© 2022 ACG Publications. All rights reserved



—11.27
—8.23

7

7

7

7

7
~4.05
~N3.98

£

T T T T T T T T
12.5 12.0 11.5 11.0 10.5 10.0 9.5 9.0
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Figure S3: The labeled *H-NMR spectrum of compound 1
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Figure S4: *C-NMR (151 MHz, Acetone-ds) spectrum of compound 1
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Figure S5: HSQC spectrum of compound 1
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Figure S6: The labeled HSQC spectrum of compound 1
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Figure S7: HMBC spectrum of compound 1
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Figure S8: The labeled HMBC spectrum of compound 1
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Figure S9: UV spectra of compound 1
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Figure S10: IR spectra of compound 1
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Figure S11: HR-ESI-MS spectrum of compound 2
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Figure S13: The labeled *H-NMR spectrum of compound 2
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Figure S14: *C-NMR (151 MHz, CDCl3-ds) spectrum of compound 2
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Figure S16: The labeled HSQC spectrum of compound 2
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Figure S17: HMBC spectrum of compound 2
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Figure S20: IR spectrum of compound 2
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Figure S21: *H-NMR spectrum of compound 3 (600 MHz, Acetone-ds)
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Figure S23 : 'H-NMR spectra of compound 4 (600 MHz, Acetone-ds)
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Figure S24 : >*C-NMR spectra of compound 4 (600 MHz, Acetone-ds)
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Figure S25 : *H-NMR spectra of compound 5 (600 MHz, Acetone-ds)
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Figure S26 : *C-NMR spectra of compound 5 (151 MHz, Acetone-ds)

© 2022 ACG Publications. All rights reserved.

24



—_ TN O N — ]

- L el N

I‘i‘ \LC\’J\CC\.D d
Ty =

F(s)
804

D (@
6.71

C(s)
6.74

E(d)
6.61

ro

2.83=
6.00~
3.45~

® 10.43—=

Figure S27:

' 2.46~=
2.50
2.74

o | 284f

T
6.0

f1 (ppm)

'H-NMR spectra of compound 6 (600 MHz, Acetone-de)

© 2022 ACG Publications. All rights reserved.

»43.624

25



—»n o ) o —
an v} < n T o o % n
£y o - < o > £ o

< “ S —— S v e Vi bi400
R = = == S n v o
| \ !/ | | |

1300

1200

1100

1000

+900

800

700

600

500

400

T T T T T T T T T T T T T T T T T T T T T T T T
150 145 140 135 130 125 120 115 110 105 100 83 80 85 80 73 70 65 60 55 50 45 40
f1 (ppm

Figure S28: 13C-NMR spectra of compound 6 (151 MHz, Acetone-ds)

© 2022 ACG Publications. All rights reserved.

26



