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Fig. S1. PrankWeb server predictions: A)7E3H, B) 4TPK.
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DeepSite Predictions: Chain A
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Fig.S2. DeepSite Predictions Chain A, Pocket 1: A) 7E3H, B) 5TPK.
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DeepSite Predictions: Chain B

A)

B)



5

Fig.S3. DeepSite Predictions Chain B, Pocket 1: A) 7E3H, B) 5TPK.

Tunnel Prediction by CAVER

Fig.S4. 7E3H CAVER Tunnel Predictions.



6

Way2Drug Predictions:

Fig. S5. Compound 12 Activity Prediction.
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Fig. S6. Total ion chromatograms (TIC, +ESI) of the hydroalcoholic extracts prepared from 

the different organs of Ochrosia elliptica Labill. 
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