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Antibacterial assay — Bacillus subtilis
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Fragmentation
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Isolation
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1H in DMSO-d6, 400 MHz — C,,H.0,
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NMR evaluation
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IPB
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Advanced NMR
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1,1 ADEQUATE in DMSO — C,,H.O,

13

H

C

3 . . 3 . “
Leibniz Institute of Plant Blochemlstr\/ Jonas Kappen a gé C WISSENSCHAFTSCAMPUS
‘ NNNNNNNNNNNNNNNNNNNNNNNNNNNN

Department of Bioorganic Chemistry 03.07.2023



14

1,1 ADEQUATE in DMSO — C,,H.O, ;

H

2 1 2
R—C—C—C—R

Department of Bioorganic Chemistry 03.07.2023



Chasing molecules— a structure elucidation journey <
IPB

1,1 ADEQUATE in DMSO — C,,H.O,
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1,1 ADEQUATE in DMSO — C,,H.O, ;
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1,1 ADEQUATE in DMSO - C,,H.0O,
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1,n ADEQUATE in DMSO - C,,H.O,
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1,n ADEQUATE in DMSO - C,,H.O,
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1,n ADEQUATE in DMSO - C,,H.O,
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1,n ADEQUATE in DMSO - C,,H.0,
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HMBC in CD,0H — C,,H.O, A
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Structur proposal Lumnitzeralacton

- 3 CH (two as neighbours) and 2 OH!
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Synthesis
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Comparison A
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13C jn DMSO-d6, 100 MHz — C,,H,0,
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IPB

DFT calculations
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HMBC in DMSO-d6 — C,;H.O,

35
N N
-105
— ) ®
) 110
—_— 4 m r
115
N [ ] D F
» no OH correlations
- . g -125
L 0 i
0 L 130 ’g
0 S
L35 ¢
-140
s @ | 3
8 L 145
@ o -150
ﬂ - 155
3 g 160
1I1.0 1(I).5 1(I).0 9I.5 9I.0 8I.5 8I.0 7I.5 7I.0

2 (ppm)

A . . . ‘s
Leibniz Institute of Plant Blochemlstr\/ Jonas Kappen a gé C‘/O WISSENSCHAFTSCAMPUS

Department of Bioorganic Chemistry 03.07.2023



