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1. Chemical structure and spectral data of mikanolide (compound 1)
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Figure S1. Chemical structure of mikanolide
UV (£ max, nm) MeOH: 207 nm, IR (KBr), y max (cm-1): 1764 (C=0), 1640 (C=C)
MS (70 eV) m/z (int. rel.): 261 [M-1-CO*](2.8%), 243 [M-1-CO-H20+](4.3%), 215 [M-1-CO-H20-CO*](4.9%), 229 [M-H:0-

Me-CO*(1.2%), 190 (3.1%), 165 (3.9%), 147 (2.9%), 125 (7.8%), 111 (29.1%), 97 (30.5%), 95 (100%), 91 (41.3%), 77 (40.3%),
55 (41.3%), 43 (58.9%).
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Figure S2. 'TH-NMR spectrum of mikanolide



131.06
12447

8303

— 14748

I.,MJ\,J ‘,..;U»MJL‘ML

T T T T
505 500 495 490 ppm

T T T T T T T T T T T T T T T T T T T
170 165 160 155 150 145 40 135 130 125 120 115 110 105 100 95 90 85 80 75 0 65 60 55 S0 45 40 35 30 25

Figure S3. ®*C-NMR spectrum of mikanolide

T
05 ppm

100

110

120

130

140

150

160

7.5 7.0 6.5 6.0 5.5 5.0 4.5

Figure S4. HSQC spectrum of mikanolide
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Figure S5. HMBC spectrum of mikanolide
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Figure S6. 'H-'H COSY spectrum of mikanolide
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2. Chemical structure and spectral data of eupatoriopicrin (compound 2)

Figure S7. Chemical structure of eupatoriopicrin

IR (ATR), ymax (cm-): 1738, 1714 (C=0), 1660 (C=C), 3419 (-OH).

MS (70 eV) m/z (int. rel.): 363 [M+H*] (0.4%), 362 [M*], 231 (11.72%), 216 (3.9%), 176 (9.54%), 131 (13.77%), 113 (4.04%),
119 (40.89%), 105 (27.25%), 97 (52.27%) , 95 (100%), 91 (35.3%), 69 (56.88%), 55 (37.74%), 43 (51.56%), 41 (55.06%).
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Figure S8. TH-NMR spectrum of eupatoriopicrin
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Figure 59. ®*C-NMR spectrum of eupatoriopicrin
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Figure 510. HSQC spectrum of eupatoriopicrin
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Figure S11. 'H-'H COSY spectrum of eupatoriopicrin

3. Chemical structure and spectral data of eupahakonenin B (compound 3)
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Figure 512. Chemical structure of eupahakonenin B
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Figure 513. 'TH-NMR spectrum of eupahakonenin B
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Figure S14. BC-NMR spectrum of eupahakonenin B
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Figure 515. HSQC spectrum of eupahakonenin B
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Figure S16. 'H-'"H COSY spectrum of eupahakonenin B

T T T r T . -
40 35 30 25 20 15 10 05 00
2 (ppm)

fL (ppm)

fL (ppm)



4. Chemical structure and spectral data of 2-oxo-8-deoxyligustrin (compound 6)

Figure S17. Chemical structure of 2-oxo-8-deoxyligustrin
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Figure S18. 'TH-NMR spectrum of 2-oxo-8-deoxyligustrin
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Figure S19. BC-NMR spectrum of 2-oxo-8-deoxyligustrin
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Figure S20. HSQC spectrum of 2-oxo-8-deoxyligustrin
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5. Chemical structure and spectral data of eupatorin (compound 13)

Figure S23. Chemical structure of eupatorin

LC-ESI/MS m/z (rel. int): 345.1096 [M+H]* (100.0), 367.0923 [M+Nal* (31.2), 711.1928 [2M+Na]* (83.2).

1H NMR (600 MHz, CDCls) & 12.74 (s, 1H, 5-OH), 7.47 (d, ] = 2.3 Hz, 1H, H-2'), 7.43 (dd, ] = 8.5, 2.2 Hz, H, H-6'), 6.95 (d,
] = 8.5 Hz, 1H, H-5'), 6.57 (s, 1H, H-3), 6.54 (s, 1H, H-8), 5.75 (s, 1H, 3-OH), 3.98 (s, 3H, 4-OCHj), 3.96 (s, 3H, 7-OCH3),
3.92 (s, 3H, 6-OCHb).

13C NMR (151 MHz, CDCls) b 182.84 (C-4), 163.97 (C-2), 158.92 (C-7), 153.39 (C-5), 153.20 (C-9), 149.73, C-4'), 146.19 (C-
3"), 132.79 (C-6), 124.67 (C-1'), 119.27 (C-6'), 112.49 (C-2"), 110.85 (C-5), 106.34 (C-10), 104.68 (C-3), 90.73 (C-8), 61.02 (6-
OCH3), 56.47 (7-OCHs), 56.31 (7-OCH).
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Figure S25. BC-NMR spectrum of eupatorin
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6. Chemical structure and spectral data of 5-demethylsinensetin (compound 14)

OH (0]

Figure 526. Chemical structure of 5-demethylsinensetin

EI/MS (70 eV) m/z (rel. int): 359.4 [M+H]* (28.05) 358.4 [M]* (97.82), 343.2 [M-Me]* (60.78), 312.4 [M-CO-H:0]" (23.89),
83.2 (44.13), 57.2 (61.40), 55.2 (72.06), 43.2 (100.00), 41.2 (50.14).

1H NMR (600 MHz, CDCl3) 8 12.78 (s, 1H, 5-OH), 7.56 (dd, ] = 8.5, 2.1 Hz, 1H, H-6"), 7.37 (d, ] = 2.1 Hz, 1H, H-2’), 7.01 (d,
] =85 Hz, 1H, H-5'), 6.63 (s, 1H, H-3), 6.58 (s, 1H, H-8), 4.02 (s, 3H, OCH3), 4.01 (s, 3H, OCHz), 4.00 (s, 3H, OCHs), 3.96
(s, 3H, OCH).

13C NMR (125 MHz, CDCLs) d 182.63 (C-4), 163.99 (C-2), 158.75 (C-7), 153.24 (C-9), 153.08 (C-5), 152.30 (C-3'), 149.34 (C-
4'), 132.67 (C-6), 123.81 (C-1'), 120.09 (C-6'), 111.18 (C-5'), 108.80 (C-2), 106.17 (C-10), 104.51 (C-3), 90.60 (C-8), 60.89 (6-
OMe), 56.36 (7-OMe), 56.16 (3'-OMe), 56.13 (4'-OMe).
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Figure 528. 3C-NMR spectrum of 5-demethylsinensetin
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Figure S32. TLC analysis of methanolic and dichloromethane extracts MGPU, MCM, DHR and DCM. (A) MCM and MGPU
(Chromatographic system: Stationary phase: Silicagel F2s4, Mobile phase: ETAC:MEOH (10:5), spray reagent: Anisaldehyde-sulphuric

acid; (B) DCM and DHR (Chromatographic system: Stationary phase: Silicagel F2ss, Mobile phase: HX:ETAC (1:1), spray reagent:
Anisaldehyde-sulphuric acid.



