Supplementary data

Structure elucidation and anti-Klebsiella activity with in silico ADME prediction and molecular docking of the bioactive metabolite from Aspergillus sp. 3MAG.
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Figure S1: VITEK 2 GN-ID CARD.
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Figure S2: Antibiotic sensitivity disk for Klebsiella pneumoniae strain 3MAG  
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Figure S3: Yellowish-gray Soft coral marine 
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Figure S4: Small scale fermentation Flasks
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Figure[image: ] S5: Pre-Screening of the fungal extracts


















Figure S6: Aspergillus isolate under microscope.
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Figure S7: UV- spectroscopy of the pure compound
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Figure S8: LC-MS Positive & Negative of the pure compound
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Figure S9: 13C-NMR of the pure compound
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Figure S10: 1H-NMR of the pure compound
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Biochemical Details

2 | APPA 3 | ADO 4 | PyrA 5 | IARL |-| 7 |dCEL |+| 9 | BGAL
10 | H2s 11 | BNAG 12 | AGLTp 13| dGLU | +| 14 | GGT |+|15 | OFF
17 | BGLU 18 | dMAL 19 | dMAN 20 | Dmne | +| 21 | BXYL | +| 22 | BAlap
23 | ProA 26| LIP 27| PLE 29| TyrA | -|31| URE |+ 32| dSOR
33 | SAC 34 | dTAG 35| dTRE 36| CIT |+ 37| MNT |+|39 | 5KG
40 | ILATK 41 | AGLU 42| sucT 43 | NAGA | - | 44 | AGAL | +| 45 | PHOS
46 | GlyA 47 | opc 48| LDC 53| IHISa | - | 56 | CMT | - | 57 | BGUR
58 | 0O129R 59 | GGAA 61| IMLTa 62 | ELLM | - | 64 | ILATa | -
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