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1.1. General characteristics of compounds 1-8

Myristic acid (1) [1], a white powder with a molecular formula of CisH2sO2 was characterised
based on electrospray ionization mass spectrometry (ESIMS)([M-H] -m/z 227). Stigmasterol (2) [2] is a
white amorphous solid, C20HisO, ESIMS ([M-H] -m/z 411). Sesamin(3) [3] (C20H1sOs, ESIMS ([M-H]-
m/z 353)), is a white amorphous solid active under UV (254 nm). 8-Acetonyldihydrochelerythrine (4)
[4], is a cream powder active under UV (254-366 nm) with ESIMS of ([M+H] m/z 406), C2sHxsNOs.
Arnottianamide (5) [5], is a cream powder that also fluoresced in UV (254-366 nm) with an ESIMS of
([M+H] *m/z 382), C21tH1sNOes. 10-Methoxycanthn-6- one (6) [6] yellow powder with with an ESIMS of
(IM+H] *m/z 251), CisH1oN202. Canthin-6-one(7) [3] orange powder UV active (254-366 nm) hasa n
ESIMS of [M+H] *m/z 221, C14HsN20. 8-Oxochelerythrine (8) [7] white amorphous solid fluoresced in
UV (254-366 nm)ESIMS([M+H] *mi/z 364)CoHiNOs,

1.2. Spectroscopic data for compounds 1-8

Table S1. 'H, *C NMR data and HMBC correlations for myristic acid (1).

Position *C NMR (6c) 'H NMR (6n) HMBC

1 179.4
2 339 2.35 (t) C-1,C3
3 247 1.62 (q) C-2,C-5
4-11 29.6 1.26 (m) C-3,C-12
12 319 12.5 (m) C-14
13 2.7 1.26 (m) C-4,C-11
14 14.1 0.88 (t) C-13, C-12

The NMR assignments and HMBC correlations of myristic acid (1) observed at 500MHz dissolved in CDCLs.

Table S2. 'H, *C NMR data and HMBC correlations for stigmasterol (2).

Position “CNMR (5c) 'H NMR (dn) HMBC
1 37.3 1.06(m) C-3,C-19, C-10
2 317 1.88(ddt) C-10, C-4
3 71.7 3.52(m) C-4
4 4538
5 140.7
6 129.7 5.35(qd) C-4,C-7,C-10
7 31.9 1.83(ddq) C-5, C-9, C-14
8 31.9 2.03 (m) c-13
9 50.1 0.97 (d) C-1, C-12
10 36,5
11 212 1.51 (m) C-8,C-13
12 39.8 2.27 (m);1.99 (m) C-9, C-14
13 423
14 56.8 1.06(m) C-16
15 243 1.51 (m) C-7,C-8
16 282 1.28 (m) C-14
17 56.1 1.21
18 12.0 0.85 (d) C-12, C-17, C-14
19 18.8 0.97 (d) C-5
20 405 1.99 (m) C-13,C-23
21 21.1
22 1382 5.14 (d) C-23, C-24, C-20, C-21
23 129.3 5.02 (dd) c22
24 51.2
25 26.1 1.21 (m) C-23
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26 11.9 0.75
27 29.2 1.31 (m) C-26, C-29
28 205 1.06 (m) C-29
29 19.1 0.89(m) C-27

The NMR assignments and HMBC correlations of stigmasterol (2) isolated from the root bark of
Zanthoxylum paracanthum observed at 500 MHz in CDCls.

Table S3. 'H, 3C NMR data and HMBC correlations for sesamin (3).

Position 13C NMR (dc) H NMR (dn) HMBC
1 545 3.06 (m) C-2, C-1”
2 85.7 472 (d, J-4.2) C-1,C-4, C-2", C-6” C-1”
3 ¢
4 71.7 424 (d, J=4,2); C-1,C2
5 545 3.06 (m) C-1,C-1"
6 85.7 4.72(d, ]=4.2) C-4,C-8,C-17,C-2"
7 ¢
8 71.7 3.88 (m) C-2,C-6
1 135.6
2 106.4 6.88 (s) C-1, C-4'
3 147.0
4 147.9
5 107.9 6.82 (m) c-3'

6 119.2 6.84 (m) c2'
17 135.6
2" 106.4 6.88 (s) c-4"
3" 147.0
4" 147.9
5" 107.9 6.82 (m) c-1"
6" 119.2 6.84 (m) C-4"
2x(-O-CH2-0-) 101.2 5.98 (s)

The NMR assignments and HMBC correlations of sesamin (3) isolated from the root bark of Zanthoxylum
paracanthum observed at 500MHz dissolved in CD2Cl2.

Table S4. 'H, *C NMR data and HMBC correlations for 8-acetonyldihydrochelerythrine (4).

Position BC NMR (dc) 'H NMR (dn) HMBC
1 145.6
2 152.2
3 1117 6.96 (d) C-1, C-2, C-4a
4 118.8 7.55 (d)
4a 127.7
5 131.1
6 139.1
7 N-CHs 428 2.64(s) C-8,C-6
8 55.0 5.05(dd) C-1, C-6, C-6, C-1’
8a 128.1
9 119.7 7.71d) C-5, C-6, C-4a, C-8a
10 124.7 7.51(d)
10a 1239
11 104.3 7.1(s) C-10a, C-12, C-13, C-14,
12 147.6
13 148.2
14 100.6 7.51 (s) C-12, C-13
14a 127.7
ik 46.9 2.26(dd)2.64  C-2,C-8, C-8a, C-2/
> 207.2
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3 2.06 (s) C-1, C-
O-CH2-O 6.04 (d) C-12, C-13
1-OCHs 3.96 (s) c-1
2-OCHs 3.92(s) C-2,C-3

The NMR assignments and HMBC correlations of 8-acetonyldihydrochelerythrine (4) isolated from the
root bark of Zanthoxylum paracanthum observed at 500 MHz dissolved in CDCls.

Table S5. 'H, *C NMR data and HMBC correlations for arnottianamide (5).

POSITION 15C NMR (d¢) 1H NMR (1) HMBC
1 146.9
2 152.4
3 113.1 6.98(d) C-1,C-2
4 119.3 7.60 (d) C-5,C-8a
4a 1239
5 131.0
6 140.5
7 43.44 2.9 C-6, C-8
8 66.1 7.32
8a 126.0 , C-1,C-5, C-6C-2'
9 117.9 7.52(d)
10 122.9 7.33(d) C-5, C-10a, C-11,
10a 1222
11 104.2 7.00 (s) C-10a, C-12, C-13, C-14a
12 147.6
13 147.9
14 101.0 7.55 C-5, C-6, C-11, C-12, C-13
14a 125.9
v 181.9
o 4238 2.32
1-OCHs 60.8 3.81 c-1
2-OCHs 56.1 3.88 C-1,C-2,C-3
OCH:0 101.0 6.02 C-12,C-13

The NMR assignments and HMBC correlations of arnottianamide (5) isolated from the root bark of

Zanthoxylum paracanthum observed at 500 MHz dissolved in CD2Cl..

Table S6. 'H, 3C NMR data and HMBC correlations for 10-methoxycanthin-6-one (6).

Position 13C NMR (dc) 1H NMR (dn) HMBC
1 113.6 7.09 (dt)
2 145.7 8.74
3 N
4 139.6 8.02 (d) C-6, C-11a, C-11b
5 128.4 6.92 (d) C-3a, C-6, C-7a
6 159.5
7 N
8 1155 7.86 (d) C-11a, C-11c
9 123.4 7.99 (m) C-6, C-8, C-10, C-11, C-11b
10 162.5
11 101.2 8.16 (d) C-1, C-10, C-11
11a 117.2
11b 130.2
11c 132.3
7a 141.2
3a 135.5
-OMe 55.9 4.00 (s) C-10
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The NMR assignments and HMBC correlations of 10-methoxycanthin-6-one (6) isolated from the root
bark of Zanthoxylum paracanthum observed at 500 MHz dissolved in CD:Cl..

Table S7. 'H, 3C NMR data and HMBC correlations for canthin-6-one (7).

Position 13C NMR (d¢) 1H NMR (1) HMBC

1 116.3 7.90 (d) C-2, C-7a, C-11b, C-11¢,
2 1455 8.78 (d) C-1, C-11a, C-11b, C-11c
3 N

4 139.3 7.98 (d) C-6,C-7a

5 129.0 6.94 (d) C-6, C-11b, C-11c

6 159.3

7 N

8 117.2 8.6 (dt) C-9, C-10, C-11, C-11c
9 125.6 7.49 (td) C-8, C-10, C-11c

10 130.9 7.66 (dd)

11 122.6 8.03 (m) C-8, C-10,C-11c

11a 130.3

11b 135.9

1lc 124.3

7a 131.95

3a 139.4

The NMR assignments and HMBC correlations of canthin-6-one (7) isolated from the root bark of
Zanthoxylum paracanthum observed at 500 MHz dissolved in CDCls.

Table S8. 'H, 1*C NMR data and HMBC correlations for 8-oxochelerythrine (8).

Position 3C NMR (dc) 'H NMR (dn) HMBC
1 136.5
2 152.8
3 103.5 6.55 C-1, C-4a
4 125.1 6.74 C-2,C-5,C-8a
4a 120.1
5 134.5
6 135.6
7 331 2.87 C-6, C-8
8 163.8
8a 147.96
9 127.8 7.21 C-4a, C-6, C-10a
10 127.4 7.81 C-5, C-11,C-l4a
10a 130.9
11 104.5 7.45 (s) C-10, C-13, C-14a
12 148.0
13 149.2
14 98.9 6.98 C-6, C-12, C-10a
14a 1289
C-10OMe 60.6 3.65 (s) c-1
C-2-OMe 55.9 3.79(s) C-2
O-CH2-O 101.9 6.15(s) C-12,C-13

The NMR assignments and HMBC correlations of 8-oxochelerythrine (8) isolated from the root bark of
Zanthoxylum paracanthum observed at 500 MHz dissolved in CDCls.
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1.3. NMR and MS Spectra of the isolated compounds 1-8

1.3.1. Myristic acid (1)
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Figure S1. The '"H NMR spectrum of myristic acid (1) observed at 500 MHz for CDCls solution at 25 °C.
Assignment is given in Table S1.
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Figure S2. The 3C NMR spectrum of myristic acid (1) observed at 125 MHz for CDCls solution at 25 °C.
Assignment is given in Table S1.
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Figure S3. The 'H-'H COSY spectrum of myristic acid (1) observed at 500 MHz for CDCls solution at 25

°C
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Figure S4. The 'H-3C HSQC NMR spectrum of myristic acid (1) observed at 500 and 125 MHz for CDCl3
solution at 25 °C.
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Figure S5. The '"H-*C HMBC NMR spectrum of myristic acid (1) observed at 500 and 125 MHz for CDCl3
solution at 25 °C. Assignment is given in Table S1.
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1.3.2. Stigmasterol (2)

Figure S6. The ESIMS spectrum for myristic acid (1).
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Figure S7. The '"H NMR spectrum of stigmasterol (2) observed at 500 MHz for CDCls solution at 25 °C.
Assignment is given in Table S2.
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Figure S8. The 1*C NMR spectrum of stigmasterol (2) observed at 125 MHz for CDCls solution at 25 °C.
Assignment is given in Table S2.
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Figure S9. The 'H-'H COSY spectrum of stigmasterol (2) observed at 500 MHz for CDCls solution at 25
°C.
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Figure §10. The 'H-'3C HSQC NMR spectrum of stigmasterol (2) observed at 500 and 125 MHz for CDCls
solution at 25 °C.
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Figure S11. The 'H-3C HMBC NMR spectrum of stigmasterol (2) observed at 500 and 125 MHz for
CDCIs solution at 25 °C. Assignment is given in Table S2.
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Figure S12. The ESIMS spectrum of stigmasterol (2).

1.3.3. Sesamin (3)
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Figure S13. The '"H NMR spectrum of sesamin (3) observed at 500 MHz for CDCls solution at 25 °C.

Assignment is given in Table S3.
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Figure S14. The ®*C NMR spectrum of sesamin (3) observed at 125 MHz for CDCls solution at 25 °C.

Assignment is given in Table 1. Assignment is given in Table S3.
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Figure S15. The 'H-'H COSY spectrum of sesamin (3) observed at 500 MHz for CDCls solution at 25
°C
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Figure S16. The "H-*C HSQC NMR spectrum of sesamin (3) observed at 500 and 125 MHz for CDCls

solution at 25 °C.
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Figure S17. The 'H-3C HMBC NMR spectrum of sesamin (3) observed at 500 and 125 MHz for CDCls
solution at 25 °C. Assignment is given in Table S3.
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Figure S18. The ESIMS spectrum of sesamin (3).

1.3.4. 8-Acetonyldihydrochelerythrine (4)
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Figure S19. The 'H NMR spectrum of 8-acetonyldihydrochelerythrine (4) observed at 500 MHz for
CDCls solution at 25 °C. Assignment is given in Table 54.
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Figure 520. The '*C NMR spectrum of 8-acetonyldihydrochelerythrine (4) observed at 125 MHz for
CDCls solution at 25 °C. Assignment is given in Table 54.
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Figure S21. The 'H-"H COSY spectrum of 8-acetonyldihydrochelerythrine (4) observed at 500 MHz for
CDCls solution at 25 °C.

1l“|

qu |

A i A
SA-68Q.112.ser
SA-68Q * 11.6mg i. 0.65m! CDCI3 * ed. HSQC * AV500
— = o 30
=z [
— <0 o> I
Lso
- = g I
—_ =0 60
70
—_—— r
80
oo
— 6> > 100
— <=
— <o r110
R > 120
'3 >
: : : : : . : : : : T : : : :
8.0 7.5 7.0 6.5 6.0 55 5.0 45 40 EX 3.0 25 20 1.5 10

Figure S22. The 'H-3C HSQC NMR spectrum of 8-acetonyldihydrochelerythrine (4) observed at 500
and 125 MHz for CDCls solution at 25 °C.
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Figure S23. The 'H-'3C HMBC NMR spectrum of 8-acetonyldihydrochelerythrine (4) observed at 500
and 125 MHz for CDCls solution at 25 °C. Assignment is given in Table S4.
LAEd (T
L4
T 106.164
124
1284 M+H
:E 406. 1661
LOE4
983
9.0e3
BsE3
2E3
275
B 7053
2 sl
| = g3
S.5E3
s.e3
4563 285
4.0E3
353 407.169 48124
I0E3
253 408.172
20e3
153 8492010
:"I?_ 270318
;IEU r2oen | l l 40 4900 4 1035 5013 1145 7888 1235 00 1437 4308
200,0000 300,000 400.0000 5000000 6000000 00,0000 B00,0000 900,0000 1000.0000 1100.0000 1200,0000 1300,0000 1400,0000 150(

mjz

Figure S24. The ESIMS spectrum of 8-acetonyldihydrochelerythrine (4).
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1.3.5. Arnottianamide (5)
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Figure S25. The '"H NMR spectrum of arnottianamide (5) observed at 500 MHz for CD2Cl2 solution at 25

°C. Assignment is given in Table S5.
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Figure S526. The '*C NMR spectrum of arnottianamide (5) observed at 125 MHz for CD:Cl2 solution at
25 °C. Assignment is given in Table S5.
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Figure S27. The '"H-'H COSY spectrum of arnottianamide (5) observed at 500 MHz for CD2Cl2 solution

at 25 °C.
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Figure S28. The 'H-3C HSQC NMR spectrum of arnottianamide (5) observed at 500 and 125 MHz for

CD2Clz2solution at 25 °C.
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Figure 529. The 'H-*C HMBC NMR spectrum of arnottianamide (5) observed at 500 and 125 MHz for
CD2Cl2 solution at 25 °C. Assignment is given in Table S5.

T.E3

: LTI 36413
£.5E3 |
6.0E3 i

5563 |

wm | |
40410
8128

Intensity

2563
2063 |

1.3

1.063

S.0E2
$a53

I

00,0000 300.0000

0.0ED

10000000 400,0000 S00.0000

M+H
|
|
|
|
I
I
TS I |
lL 403103 111588333 1208 3552 IMSM 1477 WJI
e P S et PP Sl S SR e O N ——vp
600,0000 7000000 8000000 9000000 10000000 11000000 12000000 13000000 14000000 1500,
m/z

Figure S30. The ESIMS spectrum for arnottianamide (5).

1.3.6. 10-Methoxycanthn-6- one (6)
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Figure S31. The '"H NMR spectrum of 10-methoxycanthn-6- one (6) observed at 500 MHz for CD:Cl2
solution at 25 °C. Assignment is given in Table Sé6.
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Figure S32. The ®*C NMR spectrum of 10-methoxycanthn-6- one (6) observed at 125 MHz for CD2Cl2
solution at 25 °C. Assignment is given in Table Sé6.
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Figure S34. The '"H-"*C HSQC NMR spectrum of 10-methoxycanthn-6- one (6) observed at 500 and 125
MHz for CD:Clz2solution at 25 °C.
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Figure S33. The 'H-'H COSY spectrum of 10-methoxycanthn-6- one (6) observed at 500 MHz for CD2Cl2
solution at 25 °C.
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Figure S35. The 'H-3C HMBC NMR spectrum of 10-methoxycanthn-6- one (6) observed at 500 and 125
MHz for CD:Cl2 solution at 25 °C. Assignment is given in Table Sé.
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Figure S36. The ESIMS spectrum for 10-methoxycanthin- 6- one (6).

1.3.7. Canthin-6-one (7)
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Figure S37. The '"H NMR spectrum of canthin-6-one (7) observed at 500 MHz for CD:Cl2solution at 25
°C. Assignment is given in Table S7.
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Figure S38. The *C NMR spectrum of canthin-6-one (7) observed at 125 MHz for CD2Clz solution at 25
°C. Assignment is given in Table S7.
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Figure S39. The 'H-'H COSY spectrum of canthin-6-one (7) observed at 500 MHz for CD2Cl2 solution at

25 °C.
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Figure S40. The 'H-"*C HSQC NMR spectrum of canthin-6-one (7) observed at 500 and 125 MHz for

CD2Cl2 solution at 25 °C.
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Figure S41. The 'H-3C HMBC NMR spectrum of canthin-6-one (7) observed at 500 and 125 MHz for
CD2Cl2 solution at 25 °C. Assignment is given in Table S7.
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Figure S42. The ESIMS spectrum of canthin- 6- one (7).

1.3.8. 8-Oxochelerythrine (8)
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Figure 43. The 'H NMR spectrum of 8-oxochelerythrine (8) observed at 500 MHz for CDCls solution at

25 °C. Assignment is given in Table S8.

3000
2000
& SRR
~ ,\r\g 1000
| (]
[
T T T T T T T T
153 152 151 150 149 148 147 146
f1 (ppm)
2]
+ 8 R3 F
[ -1 0 : 9 X
5%8:38 o mhemPpaNe8 —==o p og g o
™ S o OO N—AT Ny T = ~ © Yy
@ Q53 SHwmNNDOn 222 _ S | :
- .-.-‘"'g Ed mMaNNNT N - \"' ~ >
o 1 - - .—v«][ 7 ( N
-_I \‘j l l
T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 80 70 60 S0 40
f1 (ppm)

Figure S44. The ®*C NMR spectrum of 8-oxochelerythrine (8) observed at 125 MHz for CDCls solution

at 25 °C. Assignment is given in Table S8.
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Figure S45. The 'H-'H COSY spectrum
solution at 25 °C.
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Figure 546. The '"H-C HSQC NMR spectrum of 8-oxochelerythrine (8) observed at 500 and 125 MHz

for CDCls solution at 25 °C.
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Figure S47. The 'H-*C HMBC NMR spectrum of 8-oxochelerythrine (8) observed at 500 and 125 MHz
for CDCIs solution at 25 °C. Assignment is given in Table S8.
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Figure S48. The ESIMS spectrum for 8-oxocheerythrine (8).
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