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Figure S1 HPLC of an ODS column fraction F6-4 from EtOAc extract of
Streptomyces sp. CPCC 200497. HPLC parameters: Diamonsil C18(2) (4.6 x 150 mm,
5 um); mobile phase MeCN-H,O, 1.0 ml/min, 30-60% in 40 min; wavelength 254 nm;

27 °C.
Four peaks (I, I, III and IV) with UV-Visible absorption profiles very similar to
bohemamines appeared.'™
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Figure S2 LC-ESI(+)HRMS of an ODS column fraction F6-4 from EtOAc extract
of Streptomyces sp. CPCC 200497. (HRMS by Orbitrap XL from Thermo Fisher

Scientific)
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Figure S3  Silica gel TLC of an ODS column fraction F6-4 from EtOAc extract of

Streptomyces sp. CPCC 200497
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Figure S4 '"H-NMR spectrum of dibohemamine D (1) in DMSO-dj.
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Figure S5 "“C-NMR spectrum of dibohemamine D (1) in DMSO-dj.
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Figure S6 DEPT spectrum of dibohemamine D (1) in DMSO-dG.
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Figure S7 '"H-"H COSY spectrum of dibohemamine D (1) in DMSO-d.
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Figure S8 gHSQC spectrum of dibohemamine D (1) in DMSO-dg.
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Figure S9 HMBC spectrum of dibohemamine D (1) in DMSO-ds.
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Figure S10 NOESY spectrum of dibohemamine D (1) in DMSO-dg.
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The IR spectrum of dibohemamine D (1).
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Figure S12  The UV spectrum of dibohemamine D (1) in MeOH.
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Figure S13  The CD spectrum of dibohemamine D (1) in MeOH.
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Figure S17 'H-'H COSY spectrum of dibohemamine E (2) in DMSO-dj.
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Figure S18 gHSQC spectrum of dibohemamine E (2) in DMSO-dG.
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Figure S21. The IR spectrum of dibohemamine E (2).
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Figure S22.  The UV spectrum of dibohemamine D (1) in MeOH.
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Figure S23  The CD spectrum of dibohemamine E (2) in MeOH.
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Figure S28 gHSQC spectrum of dibohemamine F (3) in DMSO-ds.
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Figure S29 HMBC spectrum of dibohemamine F (3) in DMSO-d.
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Figure S32 UV spectrum of dibohemamine F (3) in MeOH.
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Figure S33 The CD spectrum of dibohemamine F (3) in MeOH.
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THF, 0.5% formic acid

50 °C, N,
CH;CHO

Bohemamine A 2

Figure S36. Synthesis of dibohemamine E (2) from bohemamine A.
Bohemamine A (1.1 mg), acetaldehyde (60 uL) and formic acid (3 L), in dry THF (0.7 mL), were
stirred at 50 °C for 45 h. LC-MS analysis detected the presence of 2 (Figure S37). The reaction
mixture was purified by reversed-phase HPLC (Diamonsil, C18(2), 250 x 4.6 mm, 5 um, 1.0
mL/min) using a gradient solvent system from 30% to 60% CH;CN in H,O over 40 min and then
90% to 100% CH;CN over 10 min to yield compound 2 (fr = 25.0 min) (Figure S38). It was
further confirmed by [a]y -48.3 (¢ 0.009, MeOH), CD spectrum (Figure S40; 348 (Ae +39.9), 287
(Ae -123.1), 247 (Ae +40.7; in MeOH) and HRESIMS (Figure S39; m/z 551.2875 [M + H]", caled

for C30H39N40(,, 5512870, ppm = 197)
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Figure S37. (+) LC-MS analysis for the formation of 2 from bohemanine A. HPLC

parameters: Diamonsil C18(2) (4.6 x 150 mm, 5 gm); mobile phase MeCN-H,0, 1.0
ml/min, 5-40% in 40 min; wavelength 254 nm; 25 °C.

*AB SCIEX QTOF MS (QSTAR Elite
Acq. File: 497-8(he) .wiff

*National Research Center for Analysis of Drugs and Metabolites
Acqg. Date: Monday, May 08, 2017

+TOF MS: 0.283 min from Sample 15 (ESI) of 497-8(he).wiff
a=3.59917425024288890e-004, t0=-1.65305232702992630e+001 (Turbo Spray)

Max. 2.7e4 counts.
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Figure S38. (+)HRMS of dibohemamine E (2, synthesized)
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Figure S39 The CD spectrum of dibohemamine E (2, synthesized) in MeOH.
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Figure S40 The "H-NMR spectrum of dibohemamine E (2, synthesized) in

DMSO-ds.
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fraction F2  bohemamine A
Figure S41 Silica gel TLC of an ODS column fraction F2 from EtOAc extract of

Streptomyces sp. CPCC 200497.
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