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artapilosine B

Table 1. The most similar compound data to compound 1

Position 1 artapilosine B

on (Jin Hz) oc on (Jin Hz) Jc
1(1) 131.1 128.7
2(2" 7.32s 109.8 7.18s 111.0
3(3) 145.0 144.9
4 (4) 143.5 142.5
4a (4a") 117.3 117.1
4b (4b") 128.7 129.0
5(5) 9.09 dd (7.8, 127.0 9.10dd (8.0,2.0) 127.3
6 (6" 78\2 overlapped 126.5 7.58 overlapped  126.3
7(7) 7.62 overlapped 127.4 7.62 overlapped  126.8
8(8) 7.85dd (7.8, 127.9 7.84dd (8.0,2.0) 127.6
ga(8a) 132.1 131.9
9(9) 7.62 overlapped 125.8 7.60 d (10.0) 125.2
10 (10" 7.93d (9.0) 122.6 7.86 d (10.0) 122.6
10a (10a") 126.2 126.2
a (o) 511s 63.9 3.331(6.8) 36.7
B(B) 3.371(6.8) 63.2
OCH:0 6.26 s 101.4 6.24 s 101.1
(OCH:0")

Recorded in CDCl3
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stephenanthrine

Table 2. The most similar compound data to compound 2

Position

8a

9

10

10a

o

p
OCH:0
N-CHs
N-CHCI

23

stephenanthrine®

on (Jin Hz)

7.37s

9.12dd (7.8, 1.8)
7.63 overlapped
7.63 overlapped
7.90 overlapped

7.73d (9.6)
7.90 overlapped

3.63m
3.76 m
6.30 s
341s
5.48 s

oc
126.5
112.3
146.8
144.7
118.4
129.8
128.3
128.3
127.7
128.9
133.4
127.3
122.7
127.4
27.2
64.3
102.9
50.3
69.6

on (Jin Hz)

7.16s

9.08 br d (9.6)
7.83 br d (9.6)
7.58-7.61 m
7.58-7.61 m

7.62 brd (9.6)
7.87d (9.6)

3.38 ddd (16.8, 11.2, 5.6)
2.85ddd (16.8, 11.2, 5.6)
6.21s
2.56s

Jc
131.9
110.1
145.0
142.3
117.1
128.6
127.3
127.3
126.8
126.3
131.3
125.5
122.4
125.9
30.9
60.2
101.1
44,5

aRecorded in CDs0D, PRecorded in CDCls.
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Figure S1:The HR-ESIMS spectrum of compound 1
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Figure S2:The HR-ESIMS data between m/z 50 to 350 in compound 1
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m/z 235.0755

1a

Figure S3: Fragment ion of compound 1
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Figure S4: The IR spectrum of compound 1
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Figure S6: The 3C-NMR spectrum of compound 1 in CDCl; (150 MHz)

© 2023 ACG Publications. All rights reserved.



T T T T T T T T T T T T T T T T

11.5 10. 5 9.5 8.5 7.5 6.5 5.5 4.5 3.5
2 (ppm)

Figure S7: The H-'H COSY spectrum of compound 1 in CDCl;
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Figure S8: The H-H COSY spectrum of compound 1 in CDClz (From 4 7.3 t0 9.3)
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Figure S9: The HSQC spectrum of compound 1 in CDCls;
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Figure S10: The HSQC spectrum of compound 1 in CDClIs (From Jc 108 to 138)
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Figure S11: The HMBC spectrum of compound 1 in CDCls
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Figure S12: The HMBC spectrum of compound 1 in CDClIs (From Jn 4.9 to 7.5)
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Figure S13: The HMBC spectrum of compound 1 in CDCls (From o 7.510 7.9)

— 0 110
HI10/C4a [ 13
120
Al
A 2l
p— HI0/COR) ¢ ""A‘:’*".L F125
= ”””””””””””””7””””””@
T - N HI10/CI_ F130
H10/C8a
135
|
|
! 140
. @ H10/C4
i F145

R e e R e R :
92 91 90 89 88 87 86 &5 84 83 82 81 8.0 79 78 7.7 76
- 12 (ppm)

Figure S14: The HMBC spectrum of compound 1 in CDCls (From dn 7.9 t0 9.2)
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Figure S15:The HR-ESIMS spectrum of compound 2
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: The 'H-NMR spectrum of compound 2 in CD;OD (600 MHz)
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Figure S17: The *C-NMR spectrum of compound 2 in CDsOD (150 MHz)
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Figure S18: The *H-H COSY spectrum of compound 2 in CD;OD
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Figure S19: The H-H COSY spectrum of compound 2 in CDzOD (From dy 2.9 to 4.2)
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Figure S20: The *H-H COSY spectrum of compound 2 in CD3OD (From Jy 6.0 to 10)
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Figure S22: The HSQC spectrum of compound 2 in CDsOD (From oc 110 to 140)
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Figure S24: The HMBC spectrum of compound 2 in CDs0OD (From Jy 2.6 to 6.8)

© 2023 ACG Publications. All rights reserved.



o=
—
L
ﬁ:
B
|
T

| Vo !
. - | r2
ey .,
1 1 1 ! . B
| | . | H2/Cat
' Il ' 1 ' =40
| '
| | i i !
. | | - . F50
1 1 1 1 :
'
5 I
1 1 1 | T
— | ) I | Lo
1 1 1 1 !
1 1 1 1 !
'
| . . | Fe0
l 1 1 [ !
1 1 1 1 !
' 1 ' | ' 90
1 ' 1 ' '
1 1 1 1 :
N | HO/C1 1 e [
H5/C4a | ! - '
. Lo | : F110
" v T @ i @
& ) ye/csw F120
. 2 [
--'7777;@ H2/C10a 1130
5 )’fl-m/c4b7
H5/C8a H5/C6,7 H10/C8a _ Ti8/C4b \ H7/C10 o wo/ca Fl40
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 T T T o o T T s oSN oo v
H9/C10a H2/C3 120
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
9.6 9.5 9.4 9.3 9.2 9.1 9.0 89 88 B7 86 85 84 823 82 81 80 7.9 7.8 7.7 7.6 T.b 7.4 7.3 7.2 71
- 2 (ppm)

Figure S25: The HMBC spectrum of compound 2 in CD3;OD (From 6y 7.1 t0 9.6)
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Scifinder"® Page 2

C AS '7;:: SciFinder"

Q SubStanCES 2) View in SciFinder"
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Density (Predicted) 1.381£0.06 g/cm®  Temp: 20 °C; Press: 760 Torr
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2 Similarity Score: 96
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Molecular Weight 266.29 -
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Ci7H1403
Phenanthro[4,3-4d]-1,3-dioxole-5-ethanol
I B« = 0
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Figure S26: SciFinder search report for the non dimer version of compound 1 with 90-99 % similarity.
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Figure S27: SciFinder search report of compound 2 with 90-99 % similarity.
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Figure S28: The NO inhibitory rates of compounds 1-4 at the concentration of 10 uM
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Figure S29: NO inhibition curve of compounds 3 and 4
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