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S1. HR-ESI-MS spectrum of compound 9.

HR-ESI(+) —MS spectrum of compound 9.
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S2. UV spectrum of compound 9 (methanol).
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S3. IR spectrum of compound 9.
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S4. "H NMR spectrum of compound 9 (DMSO-ds, 500 MHz).

ATJHJZL1920F32/41 o~ - ~ow o »
ATJHJZLI9Z0F32  DMSO  1H er a I = =
T N ® @® [ ol L -] -+
‘ r
I ‘
( (
| | / ‘\ ‘
[
/ I |
) / / I J J
|
|
1
1 | l
|
& ES s «F % E
S S S - - -
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0.4 10.2 10.0 9.8 9.6 9.4 9.2 9.0 88 86 84 82 80 7.8 7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.2 6.0 58 56 54 52 50 4.8 46 4.4 4.2 4.0 3.
f1 (ppm)

S5. 13C NMR spectrum of compound 9 (DMSO-ds, 125 MHz).
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S6. HSQC spectrum of compound 9 (DMSO-ds, 500 MHz).
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S7. HMBC spectrum of compound 9 (DMSO-ds, 500 MHz).
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S8. A: tR of compound 9;

B: m/z of compound 9 at the same retention time;

C: TIC of the methanol extract from root of A.contorta by LC-Q-TOF/MS;

D: EIC of m/z 397.03 from the methanol extract from root of A.contorta by
LC-Q-TOF/MS  under the same liquid chromatography and mass
spectrometry conditions;

E: Compound 9 was identified from the methanol extract from root of A. contorta
by LC-Q-TOF/MS wunder the same liquid chromatography and mass

spectrometry conditions. As indicated by symbols # and *.



0.1%FA
90HAATormyINa

pToe e
100+ asnz a 2adie
v L = I
P37 pons 323 3 oo o o e oo = = e b
0.1%FA
90HAAformyINa 170 (14.966) 1: TOF MS ES+
397.0398 5.94e5
B
379.0311
=l
398.0431
:
380.0313
5
399.0394
.
] - | v
350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
0.1%FA
R D 1: TOF MS ES+
RIS i 397.03 20.00PPM
936
326
i 142 3,94 : 19.03 20.16 26.07
0.44 364 528 638 - 2412 L
0 o J. t ] il . i Y
" R
-160 T T T T T T T T T T T T T T T T T T T T 1
2100 400 6.00 3.00 10'00 12'00 12'00 16.00 18100 2000 2200 2400 26.00
AAdebitrootcheck c 1: TOF MS ES+
T
100 7.1266
e
14151483
2%
-U T T T T T T T T T T T T T T T T T
2100 4.00 6.00 5.00 10.00 12.00 14.00 16.00 18.00 20.00

T T T T T Time
22.00 24.00 26.00



0.1%FA

Andebitrootcheck 1231 (14.968) . E 1: TOF MS ES+
_ 397.0398 14%e3
233.1450
353.2206
4992577
235.1637
499.2486. 654.3899
o 4542446
55 265.1385
508.2508
z
3043474
] 846.0355 11497351
3510712 5122700 825.4234)
10047579
481818 737.3190
4242844
771.3312
7304482
6563582 11164948 1165.4347
IOS079 585.2354 I
6553949 1097, Aﬁﬂl
N H Il M ‘ Il “ | 1] i cca B | =
o WL LI AL L ; i | s
T T T T+ T T T T @ 2 T T T % T T T T T T T T T T T T 13 T T T T T  REEEAT miz
200 250 300 350 400 450 500 550 600 650 700 750 800 850 300 950 1000 1050 1100 1150

S9. HR-ESI-MS spectrum of compound 10.

HR-ESI(+)-MS
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S10. UV spectrum of 10 (methanol).
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S11. 1H NMR spectrum of 10 (DMSO-d6, 500 MHz).
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S12. The '*C NMR spectrum of compound 10 (DMSO-ds, 125 MHz).
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S13. HSQC spectrum of compound 10 (DMSO-ds, 500 MHz).
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S14. F: tR of compound 10;
G: m/z of compound 10 at the same retention time;

H: TIC of the methanol extract from root of A. contorta by LC-Q-TOF/MS;



I: EIC of m/z 413.035 from the methanol extract from root of A.contorta by
LC-Q-TOF/MS  under the same liquid chromatography and mass

spectrometry conditions;

J: Compound 10 was identified from the methanol extract from root of A.contorta by
LC-Q-TOF/MS  under the same liquid chromatography and mass
spectrometry conditions. As indicated by symbols & and 6 .
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S15. '"H NMR (DMSO-ds, 500 MHz) and *C NMR (DMSO-ds, 125 MHz) spectral
data for compounds 1, 3, 5, 6, and 7 (6 in ppm, J in Hz).

1 3 5 6
C On d¢ Su d¢ 6H 6C SH d¢ On d¢c
128. 124. 124. 120. 121.
1
5 3 1 4 5
111. 112. 110. 112. 111.
2 7.8,s 7.8, s 7.7,s 7.74, s 7.75,s
8 2 8 4 7
145. 145. 145.
3 146 146
8 8 4
146. 146. 146. 146. 145.
4
4 7 3 2 8
117. 116. 117. 117. 117.
4a
2 8 8 1 3
4b 128. 129. 132. 132. 132.
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-OCH

-CH2

9.10,d
(8.4)
7.83,
1(7.3)
7.92,
1(7.6)
827,
d(7.9)

8.58, s

6.51,s

126.

130.

128.

130.

129.

125.

146

116.

102.

8.65,
d(8.5)
7.85,
£(8.2)
737,
ds.1)

8.58, s

4.07,s

6.50, s

118.

131.

108.

156.

118.

119.

146

117.

56.3

102.

8.70, d(9.05)

7.50, d(9.05)

10.44, br,s(—
OH)

8.40, (1H, s)

3.98,s

6.45,s

121.

122.

148.

148.

122.

121.

142.

115.

60.9

102.

8.09, s

10.86, br,s(—
OH)

6.84,s

8.46, s

4.01,s

6.46, s

103.

161.

104.

158.

112.

120.

143.

8.48,d (2.2)

7.29, dd (8.7,
22)

8.09,d(8.7)

8.48, s

6.49, s

111.

159.

116.
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S16."H NMR (DMSO-ds, 500 MHz) and '*C NMR (DMSO-ds, 125 MHz) spectral

data for compounds 2, 4, 8, 11, and 12 (6 in ppm, J in Hz).

4 8 11 12
C On d¢ On d¢ On d¢ du S¢ du S¢
119. 122. 124. 118. 117.
1
3 2 1 1 3
105. 113. 106. 105.
2 7.66,s 7.63,s 7.77,s 7.72,8 106 7.74,s
8 4 5 6
148. 152. 149. 148. 148.
3
9 3 4 8 7
147. 148. 148. 147. 147.
4 10.77,s
2 8 1 8 5
120. 111. 111.
4a 110 111
3 2 3



4b

8a

10a

CONR

-OCH2

-OCH3

8.1,d(6.2)

7.52,
1(6.6)
7.21.d6.
6)

7.36,8

1077,

6.48,s

4.00,s

124.

118.

125

108.

155.

124

97.9

132.

125.

168.

103.

55.9

9.11,d(7.7)
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m

7.52-7.58,
m

7.93,d(8.5
5)

7.09,s

4.02,s

126.

126

125.

127.

128.

134.

103.

135.

121.

168.

59.4

8.21,d(8.05)

7.60,t(8.05,8.0
5)

7.26,d(8.05)

7.66,s

6.51,8

4.02,s

5.35,d(9.3)

124.

118.

126.

111.

155.

119.

109.

134.
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166.

103.

56.5

82.8
70.9
77.9
72.8
80.6

8.01,d,(2.5)

7.13,dd(2.5,6.

D

7.87,d(8.7)

7.35,8

6.52,8

5.34,d(9.5)

126
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107.
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70.6
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743,47.9,7.
8)

7.12, d(7.8)

7.64,s

6.50,s

5.35,d(9.3)
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103.
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S17. Structure of PDB code 4NOG.



S18. 4NOG generated with ligand by SWISS-MODEL software get 45.39% identity
with OAT1.
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