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Figure S1. *H NMR and *3C spectra of compound 1 in CD50D.
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Figure S2. HSQC and *H-"H COSY spectra of compound 1in CD;0D
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Figure S3. HMBC and NOESY spectra of compound 1 in CD;0D
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Figure S4. HRESIMS spectrum of compound 1.

100

200

£l (ppm)

£l (ppm)



I +TOF MS: 0.1069 min from Sample 1 (Sample005) of P-Xiaojian-1.wiff Max. 457.0 cps.
a=5.73415261051096730e-004, t0=1.54750359415796820e+000 (DuoSpray ())
389.1933
450
400
350
3004
&
o 250]
2
w
5
£ 2004
1504
1004
50y 355.0703.371.1016
0 h dl ! E : il i. o s : oy aupm a1y mpm omabe s ey g e
300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
miz. Da
Figure S5. IR and UV spectra of compound 1.
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Figure S7. HSQC and *H-"H COSY spectra of compound 2in CD;0D.
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Figure S8. HMBC and NOESY spectra of compound 2 in CD;0D.
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Figure S9. HRESIMS spectrum of compound 2.
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Figure S10. IR and UV spectra of compound 2.
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Figure S15. IR and UV spectra of compound 3.
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Figure S17. HSQC and *H-'H COSY spectra of compound 4in CD;0OD.
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Figure S18. HMBC and NOESY spectra of compound 4 in CD3;0D.
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Figure S20. IR and UV spectra of compound 4.
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Figure S30. IR and UV spectra of compound 6.
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FTOF MS: 01069 min from Sample 1 (Sample010) of P-Xiaajian-6 wiff

a=5.73416389379892140e-004, t0=1.54750054908827890e+000 (DuoSpray ())

Masc 923.0 cps.

391.2085
9004
8004
7004
600
a
S 5004
=
W
5
£ 4001
3004
200
100),
(i b r e e i e g s 7 Sty
300 350 400 450 500 550 600 650 700 75 800 850 900 950 1000
m/z, Da
Figure S35. IR and UV spectra of compound?.
8
® T —— o
. _’Iu' N o~ | | \ \ o~
o | '{_X_j \ L Vo I| | || / IU“F\" R _w,."
& \ I‘/ I'. [ ) A
\ A f Lo | i |
w _| \ F | Y | I J
; | AN LA
= ' | W o[\
= \I‘. Il I | UII f \| ‘| [‘II
8 S \ / | q |I [ |I UBREY
= \ | | I | i
I \ f | | v
= '| / || ‘ |I
B @ 7] ", / ‘ | | ‘
= 1 { |
@ . / | |
F o | / | | |
o |I / I|| |
| { v
\ / ||
« | \ /
15 | / |I|
« | f.l"'l
=2] x\/-f
ey 2 g8 o8 3 885 2K g eg
@ [ I~ by - 3 g
T T T T T T T
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1



600

- 2 8 8§ % 3 B f. {
260 |
60 /| o
o 0oL ——— -= = e
r :5u 101 i B — —— M%m
— fe——————— 3 N
01— — .
i . - woo,m
Lrc - o'l
8¢ — ——
o il Il S «rf
F o 1= s —— = ,
0 1 T o at
psl T < SHE
mf.\ — r 0T
651 Y E
o 501
row Pz
= D,N/ A‘
— Lz ~
E Lz ™ 7&,9
c , - )
£ 61T -~ == oot
o £ FZ T - = Lot
-8 © 972" E— =
5 Wy u
Q A% M = o
> e ~_ = los0
26T |
= o

350

|
, ,
MM HMW ~—— ML Foot

300
Figure $36. *H NMR and **C spectra of compound 8 in CD;OD.

, N
9F€ — \11/,
\ AN — == [sl
f mv,mn\v b
/ (=]
JE e Tp]
\\ 2
— &
—_— wk
— = B 5 L
T T T T U @ e b ,
y © © < o o= b T —
- o o o o o =8
22UBQIOSqY ie
HE




GI-20160935-E<29 w0
CLaCPD Me@@ (F\2016-3) ZHL 13 I % b SSEERBENRARICCE
= ™ = — o O Vi © Ch 00 O M0 O O [ 5f 09—
— - r - o = ST SE 000N 00 00 00 00 00 030
I \ ! RN

—12.54

5500

5000

4500

(4000

23500

3000

2500

2000

1500

1000

500

T T T T T T T T T T T T
50 140 130 120 110 100 80 80 70 60 50 40 30
£l (ppm)

Figure S37. HSQC and *H-'H COSY spectra of compound 8 in CD;0D.
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Figure S44. HRESIMS spectrum of compound 9.
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Figure S45. IR and UV spectra of compound 9.
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Figure S46. '*H NMR and **C spectra of compound 10 in CD50OD.
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Figure S47. ESIMS spectrum of compound 10.
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Figure S48. "H NMR and *°C spectra of compound 11 in CD30D.
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Figure S49. ESIMS spectrum of compound 11.
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Figure S50. *H NMR and **C spectra of compound 6a in CD5CN.
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Figure S51. HSQC and *H-'H TOCSY spectra of compound 6a in CD;CN
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Figure S52. HMBC and ROESY (mixing 200 ms) spectra of compound 6a in CD;CN
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Figure S53. Cytotoxicity of the isolated compounds 1-10 to PC-12 cells
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The test compounds at 10 uM for 48 h did not show any toxicity.

Figure S54. Effect of compound 1 on the NGF-promoted neurite outgrowth

in PC-12 cells
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Table S1. *H and *3C data of 9-11, and cyathin I in CD;OD.

No. 9 10 11 cyathin I
On dc On dc On dc On dc
1 3.49d (6.0) 81.9 1.70 m 40.9 1.75m 39.6 6.25 (d, 5.5) 145.8
1.43m 1.68 m
2 4.43d (6.0) 75.1 2.25m 29.5 243 m 29.6 6.34 (d, 5.5) 128.9
3 140.5 141.5 145.9 143.0
4 146.6 137.0 143.7 143.1
5 255m 45.6 231m 38.9 155.7 2.45 (dd, 3.5, 38.8
13.0)
6 43.2 44.1 49.0 46.5
7 1.632HmM 28.7 156 m 30.6 244 m 34.1 1.44 (m); 1.60 29.8
1.49m 1.37m (td, 4.2, 13.6)
8 1.77m 37.9 158 m 38.1 1.73m 37.6 1.24(td, 4.6, 324
140 m 1.66 m 13.6); 1.72
(m)
9 50.7 49.0 50.3 55.1
10 2472Hm 29.0 2.16 td 325 5.94d 121.3 | 1.52 (m); 2.34 31.6
(12.7, 3.5) (8.1) (m)
1.53m
11 5.87m 129.6 417 m 76.6 6.85 dd 147.0 4.24 (t, 3.0) 76.9
(8.1, 2.0)
12 1431 | 229m 49.4 139.7 2.37 (m) 495
13 | 4.52d(9.4) 68.9 4.414d 70.0 3.02 dd 29.6 4.54 (d, 8.0) 70.3
(7.7) (17.6, 6.3)
255d
(17.6)
14 | 3.46d (9.4) 8l.1 107.6 3.70d 75.1 107.8
(6.3)
15 4.26d 66.4 3.81dd 62.2 9.37s 196.0 3.61 (dd, 9.0, 62.2
(12.7) (10.9, 5.9) 10.5); 3.85
4.10d 3.57 dd (dd, 5.5, 10.5)
(12.7) (10.9, 8.7)
16 0.96s 17.8 1.03s 12.8 1.00s 27.1 0.89 (s) 12.9
17 1.08s 204 1.03s 24.1 1.02s 24.2 1.04 (s) 20.6
18 291m 28.2 296 m 27.4 2.88 m 28.0 3.00 (sept, 26.9
6.8)
19 | 1.16d(6.9) | 23.0 0.92d 215 1.07d 218 | 1.07(d,6.8) | 230
(6.8) (6.9)
20 | 1.07d(6.9) | 22.3 1.02d 22.6 0.98d 218 | 1.12(d,6.8) | 23.1
(6.8) (6.9)

Adata from literature.




Table S2. Logarithms of Free Binding Energy of the NO Inhibitor to the Active Cavities of

iNOS (PDBcode: 3E7G) and Targeting Residues with Hydrogen of the Binding Site.

iINOS
compound log(FBE) kcal/mol targeting residues
11 -9.22 ILE462




