Table S1. Molecular docking analysis of potential acetylcholinesterase ligand in Huperzine A and

P.cocos.
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o 1gand name (kcal *mol*) amino acid
< PHE-288
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kS ARG-289
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7 N
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-6.92 PHE-2
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6 Huperzine A -7.51 SER-235

Table S2. Main features of AChE inhibition by active compounds.

Compound 1 Compound 2 Compound 3 Compound 4 Compound 5

Name
3-Epidehydrotum
ulosic acid

Dehydro-

Pachymi i . .
achymic acid trametenolic acid

Tumulosic acid  Polyporenic acid C

"H-NMR d:1.00 (3H, s, 5:4.97,4.88 (1H, s, 3:5.66 (1H, s, 0:4.98,4.71 (1H,s, :5.33(1H,d,]J=65
(400MHz, .97y 1.06 (3H, H-31),143(3H,s, H-7),553(1H,d,] H-31),4.06(1H,t, Hz, H-24), 1.65 3H,
CDCl) d s, H-28), 1. 14 H-30),1.11 3H,s,  =6.0Hz, H-11),  J=6.4Hz H-16), s, H-26),1.61 (3H,s,




13C-NMR
(100 MHz,
CDCls) d

(3H, s, H-18), 0.
96,0.99 (3H, d,
= 6. 6 Hz, H-26,
27),1.24 3H, s,
H-18), 1. 45 (3H,
s, H-30), 2. 32
(1H, m, H-25), 2.
94 (1H, d, ] = 11.
4 Hz, H-17), 2. 95
(1H, m, H-20), 4.
55 (1H, t, ] =6.0
Hz, H-16), 3. 44
(1H, t, ] = 6.0 Hz,
H-3) 4. 81, 4. 97
(1H, s, H-31)

5:178.3 (C-21),
156. 1 (C-24), 134.
4(C-9),135.5
(C-8),27. 4 (C-7),
21.1(C-11), 106.7
(C-31),77.8
(C-3), 76. 6
(C-16), 57.2
(C-17),49. 1

(C-14),48.8
(C-20), 46.7
(C-13), 44.5
(C-15), 51.2
(C-5), 39. 6 (C-4),
37.9 (C-10), 30. 2
(C-12), 34.5
(C-25), 33.5
(C-23), 31.7
(C-22), 36.8
(C-1), 29. 3 (C-28)
25. 6 (C-30), 29. 2
(C-2), 19.5 (C-6),
17.1(C-29), 20. 1
(C-19),22. 1
(C-26),21. 8
(C-27),17.9
(C-18)

H-29), 1.12 (3H, s,
H-19), 1.08 (3H, s,
H-18), 1.06 (3H, s,
H-28), 0.98, 0.96
(3H, d, ] = 6.5 Hz,
H-26, 27)

5:214.2 (C-3), 1785
(C-21), 155.8 (C-24),
144.2 (C-9), 141.5
(C-8), 120.8 (C-7),
116.5 (C-11), 106.8
(C-31), 75.5 (C-16),
56.4 (C-17), 50.6
(C-5), 48.4 (C-14),
46.3 (C-4), 45.6
(C-13), 44.3 (C-15),
36.6 (C-10), 363
(C-12), 35.9 (C-1),
34.0 (C-25), 33.7
(C-23), 33.4 (C-2),
31.2 (C-22), 26.3
(C-29), 25.5 (C-30),
23.1 (C-6), 22.6
(C-20), 21.6 (C-26),
21.7 (C-19), 21.6
(C-27), 21.3 (C-28),
16.4 (C-18)

5.01 (1H, s, H-31),
459 (1H,t, ] =65
Hz, H-16), 2.97
(1H, m, H-20),
2.93 (1H, m,
H-17), 2.33 (1H,
m, H-25), 1.46
(3H, s, H-30), 1.22
(3H, s, H-28), 1.13
(3H, s, H-19), 1.07
(3H, s, H-18), 1.04,
0.96 (3H,d, ] =65
Hz, H-26, 27), 0.99
(3H, s, H-29)

5:177.5 (C-21),
153.6 (C-24), 145.3
(C-9), 141.5 (C-8),
1155 (C-11), 121.8
(C-7), 106.6 (C-31),

77.6 (C-16), 74.8
(C-3), 56.4 (C-17),

49.7 (C-20), 49.4
(C-14), 44.8 (C-13),

43,5 (C-5), 44.2
(C-15), 37.5 (C-12),

36.7 (C-10), 36.6
(C-4), 34.4 (C-25),

33.6 (C-23), 31.3
(C-22), 31.4 (C-1),

27.1 (C-28), 26.5
(C-30), 26.4 (C-2),

24.2 (C-6), 23.4
(C-29), 22.7 (C-19),

22.0 (C-26),20.3
(C-27), 16.7 (C-18)

2.33 (1H, m,
H-25), 2.37 (1H,
m, H-20), 1.74
(1H, dd, ] = 11.2,
5.5 Hz, H-17), 1.54
(3H, s, H-30), 1.17
(3H, s, H-18), 1.12,
110 3H, d, J=6.4
Hz, H-26, 27), 1.02
(3H, s, H-28), 0.97
(3H, s, H-29), 0.98
(3H, s, H-19)

5:177.4 (C-21),
170.6 (CH 3 CO),
155.9 (C-24), 135.4
(C-8), 134.8 (C-9),
106.2 (C-31), 80.8
(C-3), 77.6 (C-16),
56.5 (C-17), 50.9
(C-5), 49.6 (C-20),
493 (C-14), 454
(C-13), 44.1 (C-15),
37.3 (C-4), 36.8
(C-10), 34.8 (C-1),
34.2 (C-25), 33.7
(C-23), 31.2 (C-22),
29.4 (C-12), 27.4
(C-28), 26.9 (C-7),
25.5 (C-30), 24.7
(C-2), 21.6 (C-26),
21.5 (C-27), 21.0
(C-11),20.9 (CH 3
CO), 19.6 (C-19),
18.1 (C-6), 16.7
(C-18), 16.5 (C-29)

H-27),1.20 (3H, s,

H-28), 1.13 3H, s,

H-29), 1.04 (6H, s,

H-19, 30), 0.99 (3H,
s, H-18)

5:177.4 (C-21), 145.7
(C-9), 141.2 (C-8),
130.3 (C-25), 123.9
(C-24), 120.3 (C-7),
115.5 (C-11), 76.9

(C-3), 48.5 (C-5),
485 (C-20), 48.1
(C-14), 47.5 (C-17),
43.4 (C-13), 38.6
(C-4), 36.4 (C-10),
35.3 (C-1), 35.1
(C-12), 31.2 (C-22),
30.1 (C-15), 27.6
(C-2), 27.2 (C-28),
26.0 (C-16), 24.7
(C-23), 24.6 (C-26),
24.4 (C-30), 21.7
(C-6), 21.8 (C-19),
16.5 (C-27), 15.8
(C-29), 15.5 (C-18)

Table S3. Kinetic parameters of AChE inhibition by active compounds.

Active Sample  Michaelis-Menten R K., Vi Ki Kis
compound (pumol) equation /KXY [V (uM)  (uM)
Pachymic 1/v =

. 17.82 .022
acid 885.6721/[S|+49.6839 000% 82 00 L83
1o MVEIRTIIBIBIY 0980 6591 0.022

49.7832
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1/v = 5539.1520 / [S] +
49.3591

1/v =7393.5920 / [S] +
49.6934

1/v =885.6721/ [S] +
49.6839

1/v =1030.1048 / [S] +
59.5395

1/v =1145.8393 / [S] +
68.5693

1/v =1245.6549 / [S] +
73.7946

1/v = 885.6721 / [S] +
49.6839

1/v =1323.1145/ [S] +
74.2773

1/v=1715.8828 / [S] +
95.9198

1/v =2839.2280 / [S] +
118.3527

1/v=2885.6721/[S] +
49.6839

1/v=1323.1145/ [S] +
742773
1/v=1715.8828 / [S] +
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1/v=2246.4298 / [S] +
118.3527

1/v=2885.6721/[S] +
49.6839

1/v =1857.6611 / [S] +
80.0579

1/v = 2969.9629 / [S] +
133.5642

1/v = 4753.8244 / [S] +
49.6839
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