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Figure S1. Semi-preparative HPLC Chromatogram of Paenidigyamycin G (1).
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Figure S2. UV Profile of Paenidigyamycin G (1) extracted from the PDA during Semi-
preparative HPLC.
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Figure S3. HRESI-LC-MS Chromatogram of pure Paenidigyamycin G (1) with
plausible Structures for Fragment Ions.
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Figure S4. *C-NMR Spectrum of Paenidigyamycin G (1) in CDsOD.

[} OCROQQWWNMNO®
n NMNOOMLIN [T )]
~ OGN OWYO NG amns na
-~} MM ANANNN- O G wn PR
Lo ™ vl o o e e - w MmN AN (-]
\ B N JIRRNEEN .
6's'
23
|
9
1 67
J
10 4 |
|
Mmmmwmmmmm WWWMMMWWWWWWWM

T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)



Figure S5. DEPT'® Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S6. 'H-NMR Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S7. HSQC Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S8. COSY Spectrum of Paenidigyamycin G (1) in CDsOD.

RN

1.0

| “,Li.s
"» L2.0
i ‘ 2.5
] . 3.0
j . '?l 3.5
! 4.0
| i

_j [ ] ’ 4.5
— 5.0

5.5
6.0
6.5

3. '

7.5

75 70 65 60 55 50 45 40 35 30 25 20 15
f2 (ppm)

f1 (ppm)



Figure S9. HMBC Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S10. TOCSY Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S11. T-ROESY Spectrum of Paenidigyamycin G (1) in CDsOD.
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Figure S12. Structures of the Paenidigyamycins; Imidazole-based Alkaloids
produced by Paenibacillus sp. Strain DE2SH.
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