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Compound 1 pterolinus B

TN HMBC
Table S1: The most similar compound data to compound 1
Position 1? pterolinus B®

OH Jc OH Jc
1 - 109.3 - 110.0
2 - 150.1 - 151.1

3 - - - -
4 7.00 (1H, s) 95.4 7.13 (1H, s) 95.7
5 - 148.5 - 147.1
6 - 148.1 - 148.5
7 6.97 (1H, s) 101.8 6.96 (1H, s) 104.2
8 - 123.3 - 124.8
9 - 146.9 - 144.8
1 - 123.2 - 123.3
26’ 7.49 (2H, d, J= 8.8 Hz) 127.6 7.63 (2H, d, J= 8.0 Hz) 128.6
3,5 6.84 (2H, d, J= 8.8 Hz) 115.5 6.96 (2H, d, J= 8.0 Hz) 116.5
4 - 157.0 - 158.0

4'-OH 8.48 (1H, s) - 8.6 (1H, s) -
1-CHs 2.27 GH, s) 8.6 2.36 (3H, s) 9.6
5-OCH3 3.74 3H, s) 55.7 3.92 3H, s) 56.8

6-OCH3 3.73 GH, s) 55.9 - .

*Measured in Acetone-ds.-600 MHz
"Measured in Acetone-ds.-500 MHz
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Table S2 : Molecular mass information of compound 1 in HR-ESI-MS spectrum
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Figure S1: HR-ESI-MS spectrum of compound 1
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Figure S2: 'H-NMR (600 MHz, Acetone-ds) spectrum of 1 (Cochinfuran A)
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Figure S3: The labeled 'H-NMR spectrum of compound 1
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Figure S4: *C-NMR (151 MHz, Acetone-ds) spectrum of 1 (Cochinfuran A)

Figure S5: The labeled '>*C-NMR spectrum of compound 1
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Figure S7: The labeled HMQC spectrum of compound 1
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Figure S9: The labeled HMBC spectrum of compound 1
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Figure S10: UV spectra of compound 1
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Figure S11: IR spectra of compound 1
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Figure S12: 'H-NMR (600 MHz, Acetone-ds) spectrum of 2
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Figure S13: *C-NMR (151 MHz, Acetone-ds) spectrum of 2
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Figure S14: '"H-NMR (600 MHz, Acetone-ds) spectrum of 3
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Figure S15: >*C-NMR (151 MHz, Acetone-de) spectrum of 3
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Figure S16: 'H-NMR (600 MHz, Acetone-ds) spectrum of 4
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Figure S17: >*C-NMR (151 MHz, Acetone-de) spectrum of 4
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Figure S19: >*C-NMR (151 MHz, Acetone-de) spectrum of 5
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Figure 21: 3D visualization of the docking of compound 4 with MPO

Table S3. Docking scores of compounds 1-5 with protein

Compound Total score

Target spot  PLG PSENI ADA TERT HDAC2 FGFR1 MPO
1 -5.27 -5.8 -6.25 -5.71 -5.17 -5.86  -7.97
2 -4.98 -5.48 -6.6 -5.65 -4.95 -5.99  -7.66
3 -4.94 -5.24 -6.9 -5.36 -5.96 -6.08  -8.63
4 -4.85 -5.32 -5.61 -5.35 -4.86 -5.83 479
5 -5.19 -5.4 -6.81 -5.87 -4.53 -6.45  -7.89
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Table S4. Annotation table

abbreviation full name
NO Nitric oxide
LDH Lactate dehydrogenase
LPS Lipopolysaccharide
PE Petroleumether
CH2Ch Pichloromethane
EtOAc Ethyl acetate
n-BuOH n-Butanol
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Table S5. SciFinder report of compound 1
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