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Experimental

1. HPLC Conditions

Chromatography was performed on Agilent 1200 HPLC with a reversed-phase column
(Waters Atlantis T3 RP-C18 column, 5 um, 250 mm x 4.6 mm) with a flow rate of 1.0 mL/min.
Separation was carried out by linear gradient elution with methanol (0.1 % formic acid, A)
and water (B) with the following elution procedures: 0 min (10% A)—50 min (100% A)—70
min (100% A)—71 min (10% A)—83 min (10% A). The detection wavelength was set at 280 nm,
and the column temperature was kept at 30 °C. The loading volume was 10 pL.

2. Compound Database Establishment of I. Obliquus

A compound database including 52 compounds (Figure S3) isolated from I. obliquus was
established by retrieving Internet search engines, such as Chemical Abstracts Service (CAS)
database, Web of Science, ChemSpider and literature. They were then energy minimized
using CHARMm force filed and thereafter exploited as ligands.
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Figure S1. The fingerprint of the ethanol extract of I. obliquus (IOE). HPLC conditions-column:
Waters Atlantis T3 RP-C18 column, 5 pm, 250 mm x 4.6 mm; the mobile phases: methanol
(0.1 % formic acid, A) and water (B); the following elution procedures: 0 min (10% A)—50
min (100% A)—70 min (100% A)—71 min (10% A)—83 min (10% A); flowing rate: 0.8 mL/min;
detection wavelength: 260 nm; temperature: 30 °C; injection: 10 uL. Wherein, the peak at 52
min was the one for botulin.
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Figure S2. A HPLC chromatogram of the standard chemical compound (betulin) for I.
obliquus identification. HPLC conditions-column: Waters Atlantis T3 RP-C18 column, 5 pum,
250 mm x 4.6 mm; the mobile phases: methanol (0.1 % formic acid, A) and water (B); the
following elution procedures: 0 min (10% A)—50 min (100% A)—70 min (100% A)—71 min
(10% A)—83 min (10% A); flowing rate: 0.8 mL/min; detection wavelength: 260 nm;
temperature: 30 °C; injection: 10ul. Wherein, the peak at 52 min was the one for botulin.
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Figure S3. Structures of compounds collected for database establiment.
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