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Table S1. Alignment of the conserved motifs in KR domains

Domain Motif | Motif 11 Type Predicted
configuration

KR AAGVSHYRLLGDL  |AGVWGSAGDGAYAAANAF A S-OH
KR2 AAGVSRNGLLGDL  |AGVWGSAGDGAYAAANAF A S-OH
KR3 AAGVSRAMLLGDL  |AGVWGAAGDGAYAVANAF A S-OH
KR4 TAGVIDDGILTSL  TSGLFGASGQANYAAANTF B £z
KRS AAGVLEDGVFSSL  AAGVLGNAGQAAYGAANAY B £z
KR6 AAGVLEDGVFSSL  AAGVLGNAGQAAYGAANAY g £




Figure S1."H NMR Spectrum (400 MHz) of reedsmycin A (1) in DMSO-dg
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Figure S2. 3C NMR Spectrum (100 MHz) of reedsmycin A (1) in DMSO-ds
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Figure S4. HMQC Spectrum of reedsmycin A (1) in DMSO-d,
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Figure S5. 'H-'H COSY Spectrum of reedsmycin A (1) in DMSO-d,
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Figure S6. HMBC Spectrum of reedsmycin A (1) in DMSO-dg
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Figure S7. NOESY Spectrum of reedsmycin A (1) in DMSO-d¢
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Figure S8. HRESIMS Spectrum of reedsmycin A (1)
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Figure S9. IR Spectrum of reedsmycin A (1)
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Figure S10."H NMR Spectrum (600 MHz) of reedsmycin B (2) in DMSO-d,
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Figure S11. 3C NMR Spectrum (150 MHz) of reedsmycin B (2) in DMSO-dg
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Figure S12. DEPT Spectrum (150 MHz) of reedsmycin B (2) in DMSO-dg
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Figure S13. HMQC Spectrum of reedsmycin B (2) in DMSO-d,
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Figure S14. '"H-'"H COSY Spectrum of reedsmycin B (2) in DMSO-d;
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Figure S15. HMBC Spectrum of reedsmycin B (2) in DMSO-dg
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Figure S16. HRESIMS Spectrum of reedsmycin B (2)
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Figure S17. IR Spectrum of reedsmycin B (2)
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Figure S18."H NMR Spectrum (600 MHz) of reedsmycin C (3) in DMSO-d,
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Figure S19. 3C NMR Spectrum (150 MHz) of reedsmycin C (3) in DMSO-dg
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Figure S20. DEPT Spectrum (150 MHz) of reedsmycin C (3) in DMSO-dg

chqgé4—dhdx—3_dept—2.jdf ¥ = 20[deg]

T T T T
160.0 150.0 140.0 130.0 120.0 110.0 100.0 20.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 o

X : parts per Million : 13C

chq64—dhdx—3_dept—2.jdf ¥ = 135[deg]

T T T T T T T T
160.0 150.0 140.0 130.0 120.0 110.0 100.0 920.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 o

X : parts per Million : 13C

chq64—dhdx—3_13c_spectrum—14.jdf

e L

"™
ey T T M iy ¥ b i

i i s
Lk s b e

T T T T T T T
160.0 150.0 140.0 130.0 120.0 110.0 100.0 920.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 o

25



Figure S21. HMQC Spectrum of reedsmycin C (3) in DMSO-d,
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Figure S22. '"H-'H COSY Spectrum of reedsmycin C (3) in DMSO-d;
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Figure S23. HMBC Spectrum of reedsmycin C (3) in DMSO-dg
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Figure S24. HRESIMS Spectrum of reedsmycin C (3)
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Figure S25. IR Spectrum of reedsmycin C (3)
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Figure S26."H NMR Spectrum (600 MHz) of reedsmycin D (4) in DMSO-dg
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Figure S27. 3C NMR Spectrum (150 MHz) of reedsmycin D (4) in DMSO-d,
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Figure S28. DEPT Spectrum (150 MHz) of reedsmycin D (4) in DMSO-dg
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Figure S29. HMQC Spectrum of reedsmycin D (4) in DMSO-dg
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Figure S30. '"H-'"H COSY Spectrum of reedsmycin D (4) in DMSO-d,
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Figure S31. HMBC Spectrum of reedsmycin D (4) in DMSO-d,
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Figure S32. HRESIMS Spectrum of reedsmycin D (4)
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Figure S33. IR Spectrum of reedsmycin D (4)
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Figure S34."H NMR Spectrum (400 MHz) of reedsmycin E (5) in DMSO-d;
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Figure S35. 3C NMR Spectrum (100 MHz) of reedsmycin E (5) in DMSO-dg
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Figure S36. DEPT Spectrum (100 MHz) of reedsmycin E (5) in DMSO-dg
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Figure S37. HMQC Spectrum of reedsmycin E (5) in DMSO-dg
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Figure S38. '"H-'H COSY Spectrum of reedsmycin E (5) in DMSO-d,
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Figure S39. HMBC Spectrum of reedsmycin E (5) in DMSO-d¢
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Figure S40. HRESIMS Spectrum of reedsmycin E (5)
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Figure S41. IR Spectrum of reedsmycin E (5)
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Figure S42."H NMR Spectrum (600 MHz) of reedsmycin F (6) in DMSO-ds
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Figure S43. 3C NMR Spectrum (150 MHz) of reedsmycin F (6) in DMSO-d;
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Figure S44. DEPT Spectrum (150 MHz) of reedsmycin F (6) in DMSO-d¢
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Figure S45. HMQC Spectrum of reedsmycin F (6) in DMSO-dg
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Figure S46. '"H-'H COSY Spectrum of reedsmycin F (6) in DMSO-d;
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Figure S47. HMBC Spectrum of reedsmycin F (6) in DMSO-d,
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Figure S48. HRESIMS Spectrum of reedsmycin F (6)
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Figure S49. IR Spectrum of reedsmycin F (6)
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Figure S50. The HPLC profiles for the crude mixture and the fraction 7 (HPLC analysis by methanol: water = 5:95~100:0 from 5 min to 45 min,
gradiently).
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Figure S51. The TLC profiles for the crude extract and fraction 7.
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TLC profile of crude mixture (CHCl;: MeOH = 15:1)

TLC profile of crude compound fraction with vacuum liquid chromatography
over a silica gel (200-300 mesh) column using stepwise gradient elution with
the mixtures of petroleum ether-CHCl;-MeOH.
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