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Figure S3: 'H NMR spectrum (500MHz, CD3;OD) of 1
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Figure S4: "H NMR spectrum (500MHz, CD;0D) of 1 (From dn 3.9 ppm to du 7.4 ppm)

2022 ACG Publications. All rights reserved.



c.whm,—
MVMM,—
01681

FEOG'L-7
cim;*

LTEGL

fE10%
AR
TSE1TE
80F1'T
18P1Z
§791T
#891'T

£91sT
0rEST
6EPST
20557
81957~
omE,N\\n
08097
8729
95£97
£059C

GSLY'E
S16FE-L
LO0S €7
el nm\
GRESE

8059'E~k
S%,MA

QETLE
s&re
P

g

-
D

1l
et

28 27 2.6 2.5
£1 (ppm)

3.2 30 2.9

3.3

34

Figure S5: 'H NMR spectrum (500MHz, CD30D) of 1  (From dy 1.5 ppm to du 3.9 ppm)
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Figure S6: 1*C NMR spectrum (125MHz, CD;0D) of 1
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Figure S7: DEPT135 spectrum of 1
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Figure S8: 'H-'"H COSY spectrum of 1
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Figure S9: The enhanced 'H-'H COSY spectrum of 1 (From dy 0.5 ppm to dy 6.0 ppm)

oL

ZMH-D-58

Figure S10: HSQC spectrum of 1

2022 ACG Publications. All rights reserved.

| wo L n\\m |

2

3

4

5

6

7

e

ZMH-D-58 HSQC [t
MEOD . F20

£1 (ppm)

1 (ppm)



2 (ppm)

Figure S12: The enhanced HSQC spectrum of 1 (From du 0.8 ppm to du 5.2 ppm)
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Figure S13: HMBC spectrum of 1
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Figure S20: 'H NMR spectrum (500MHz, CD3OD) of 3
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Figure S21: 3C NMR spectrum (125MHz, CD;0D) of 3
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Figure S28: 'H NMR spectrum (500MHz, CD30D) of 7
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Table 1. '*H (500 MHz) and **C (125 MHz) NMR data for compound 1 (CD:0D, 4 in ppm. Jin Hz)

Position ac og

1 1336

2 113.4 658 (1H. 4. 1.8)

3 148.9

4 1456

5 115.8 6.65 (1H. 4. 8.0)

] 1227 651(1H dd, 80,.1.8)
7 358 264(1H, dd 13.8.74)

262 (1H. dd 13.8.7.4)
8 443 1.90 (1H, m)
366 (1H. dd 10.9.5.9)

7 060 350 (1H, dd. 10.9, 6.5)
10 173.0
11 209 202(3H. 35
1 133.1
2 113.2 6.53 (1H. 4, 1.9)
3" 148.8
' 145.6
5' 115.8 6.66 (1H. d, 7.9)
6' 122.6 6.52(1H.dd, 79.159)
- 355 256 (1H. dd. 11.4.5.6)

254 (1H, dd, 11.0,6.0)
8’ 404 2.14(1H.m)
420 (1H., dd, 11.2, 6.0)

7 626 398 (1H.dd 11.2. 6.5)
3-OCH: 56.1 373(3H. 5)
3-0CHs 56.1 372 (3H. 5)

Figure S33: 'H (500 MHz) and '*C (125 MHz) NMR data for compound 1 (CD;OD, ¢ in
ppm, J in Hz)

2022 ACG Publications. All rights reserved.



Table 2. The effects of compounds 1-7 on BEAS-2B cell by TGF-£1

Group Does(uM) cell viability (%)
CON 100.0+ 36"
TGF-P1 Ing/mL 90.7% 1.9
1 10 97936
2 10 984+ 10"
3 10 844=273
4 10 960=+1.1%
5 10 842=44
6 10 996=19"
7 10 94422

(** P<20.001 compared with the TGF-£1 group)

Figure S34: The effects of compounds 1-7 on BEAS-2B cell by TGF-£1

2022 ACG Publications. All rights reserved.
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Figure S35: The Scifinder similarity report for new compound 1
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Figure S36: The structures similar to compound 1
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Table S1: The 'H NMR data for compound 1 and four similar compounds

NO

10'
I
3-OCHjs;
3'-OCH3
4-OH
4'-OH
9-OH
9'-OH

OCH,0-

1
(CD;0D)
6.58 (1H, d, 1.8)

6.65 (1H, d, 8.0)
6.51 (1H, dd, 8.0, 1.8)
2.64 (1H, dd, 13.8, 7.4)
2.62 (1H, dd, 13.8, 7.4)

1.90 (1H, m)

3.66 (1H, dd, 10.9, 5.9)
3.50 (1H, dd, 10.9, 6.5)
2.02 (3H, s)

6.53 (1H, d, 1.9)

6.66 (1H, d, 7.9)
6.52 (1H, dd, 7.9, 1.9)
256 (1H, dd, 11.4, 5.6)
254 (1H, dd, 11.0, 6.0)
2.14 (1H, m)
4.20 (1H, dd, 11.2, 6.0)
3.98 (1H, dd, 11.2, 6.5)

3.73(3H, s)
3.72 (3H, s)

similar compound
1 (CDCls)
6.47-6.48 (1H, m)
6.79 (1H, d, 8.0)
6.55 (1H, dd, 8.0, 2.0)
2.62 (1H, dd, 13.9, 6.5)
2,52 (1H, dd, 13.9, 8.2)
1.83 (1H, dg, 7.1, 3.1)
4.19 (1H, dd, 11.2,5.8)
4.00 (1H, dd, 11.2, 6.7)

2.06 (3H, 5)

6.47-6.48 (1H, m)

6.80 (1H, d, 7.9)
6.57 (1H, dd, 7.9, 1.9)
2.61 (1H, dd, 13.7, 6.9)
2.40 (1H, dd, 13.7, 7.8)
1.94 (1H, m)

0.91 (3H, d, 7.1)

3.79 (3H, s)
3.78 (3H,5)
555 (1H, s)
553 (1H, s)

similar compound 2
(CDCls)
6.40 (1H, d, 2.0)

6.70 (1H, d, 8.0)
6.50 (1H, dd, 8.0, 2.0)
2.61 (2H,d, 7.2)

1.90-2.15 (1H, m)
4.23 (1H, dd, 11.4, 5.6)
3.95 (1H, dd, 11.4, 5.6)

2.06 (3H, s)
6.40 (1H, d, 2.0)

6.70 (1H, d, 8.0)
6.50 (1H, dd, 8.0, 2.0)
2.61 (2H, d, 7.2)

1.90-2.15 (1H, m)
4.23 (1H, dd, 11.4, 5.6)
3.95 (1H, dd, 11.4, 5.6)

2.06 (3H, s)
3.75 (3H, s)
3.75 (3H,s)
5.40 (1H, brs)
5.40 (1H, brs)

similar compound 3

(Acetone-de)

6.71 (1H, d, 1.6)

6.68 (1H, d, 8.0)
6.60 (1H, dd, 1.6, 8.0)

2.04 H, 7)

1.90 (1H, m)
3.66 (1H, dd, 11.2, 2.8)
3.52 (1H, dd, 11.2, 2.8)

6.71 (1H, d, 1.6)

6.68 (1H, d, 8.0)
6.60 (1H, dd, 1.6, 8.0)

2.04 QH, 1)

1.90 (1H, m)
3.66 (1H, dd, 11.2, 2.8)
3.52 (1H, dd, 11.2, 2.8)

3.75 (3H, s)
3.75 (3H, s)

331 (1H,s)
331 (1H, s)

similar compound 4
(CDCl3)
6.40-6. 62 (1H, m)

6.81 (1H, d, 8.8)
6.40-6. 62 (1H, m)
2.61 (2H, d, 6.6)

2.0-2.2 (1H, m)
4.17 (1H, dd, 11.2,5.3)
4.00 (1H, dd, 11.2,5.3)

2.06 (3H, s)
6.40-6. 62 (1H, m)

6.70 (1H, d, 8.4)
6.40-6. 62 (1H, m)
2.61 (2H, d, 6.6)

2.0-2.2 (1H, m)
417 (1H, dd, 11.2,5.3)
4.00 (1H, dd, 11.2,5.3)

2.06 (3H, s)
3.82 (3H, s)
5.50 (1H, brs)

5.92 (2H, 5)

2022 ACG Publications. All rights reserved.
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Table S2: The '3C NMR data for compound 1 and four similar compounds

1 similar compound similar compound 2 similar compound 3 similar compound 4
NO (CD30D) 1 (CDCls) (CDCls) (Acetone-ds) (CDCls)
1 133.6 132.9 131.2 133.4 131.4
2 113.4 111.3 111.1 113.1 111.3
3 148.9 146.4 146.4 147.9 146.5
4 145.6 143.8 143.7 145.2 144.0
5 115.8 114.1 114.1 115.2 114.3
6 122.7 121.7 121.4 122.2 121.6
7 35.8 354 34.7 35.8 349
8 443 419 393 44.5 39.8
9 66.0 64.7 64.2 60.8 64.4
10 173.0 1713 170.9 - 171.0
11 20.9 211 20.7 - 21.0
1 133.1 132.2 131.2 133.4 1335
2! 113.2 111.2 111.1 113.1 108.1
3 148.8 146.3 146.4 147.9 147.7
4 145.6 143.7 143.7 145.2 146.5
5' 115.8 114.0 114.1 115.2 109.2
6 122.6 121.7 121.4 122.2 121.8
7 355 35.0 34.7 358 349
8' 404 40.6 39.3 445 39.8
9 62.6 15.2 64.2 60.8 64.4
10' - - 170.9 - 171.0
11 - - 20.7 - 21.0
3-OCH3 56.1 55.8 55.4 559 -
3'-OCH3 56.1 55.7 55.4 559 55.8
4-OH - - - - -
4'-0OH - - - - -
9-OH - - - - -
9'-OH - - - - -
) - - - - 100.9
OCH,0-

2022 ACG Publications. All rights reserved.
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