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|. Copies of 'H NMR and 3C NMR spectra of compounds 15, 17, 22, 24, 26-30

H (400 MHz, CDCl3) and 3C (100 MHz, CDCls) spectra of 15
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 17
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'H (400 MHz, CDCl3) and 3C (100 MHz, CDCls) spectra of 22a
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 22b
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'H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 22¢
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCls) spectra of 24a
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IH (400 MHz, CDCl5) and 13C (100 MHz, CDCl;) spectra of 24b
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 24c
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCls) spectra of 26a
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1H (400 MHz, CDCl;) and 3C (100 MHz, CDCl3) spectra of 26b
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 26¢
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1H (400 MHz, CDCl5) and 3C (100 MHz, CDCl;) spectra of 27a
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1H (400 MHz, CDCl;) and 3C (100 MHz, CDCl3) spectra of 27b
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCls) spectra of 28a
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1H (400 MHz, CDCl3) and 3C (100 MHz, CDCl3) spectra of 28b

S-18



ER409-0x013D.002.001.1r.esp

e . |

L

Chemical Shift (ppm)

1H (400 MHz, CDCl;) and 13C (100 MHz, CDCl3) spectra of 28¢c

S-19

N M
8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 -0.5
Chemical Shift (ppm)
ER409-0x013D.007.001.1r.esp
" 25‘5 ' 26‘0 ' 25‘5 ' ZS‘D " 24‘5 ' 2110 ' 23‘5 ' 23‘0 " 22‘5 ' 22‘0 ' 2‘\‘5 ' 21‘0 " ZU‘5C;VCWY\‘LMS‘W”(‘DPYW;
.l. “ J " e L *.. J_
e o o R R SRS EEE R
200 180 160 140 120 100 80 20



ER453-0x014D.006.001.1r.esp

DD O O

il

A N \ A
8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0 -05
Chemical Shift (ppm)
ER453-0x014D.005.001.1r.esp
' 26.0 ' 25‘ 5 ' 25‘ 0 ' 245 ' 24‘ 0 ' 2& 5 23‘ 0 22‘ 5 ' 22‘ 0 ' 21‘ 5 ' 21‘ 0 ' 0‘5 ' ' Ch‘em\c‘a\sf‘uﬂ(;‘:pmw
J | J , |

200 180

160

140

120 100

Chemical Shift (ppm)

S-20

80

60

40

20



1H (400 MHz, CD;0D) and 3C (100 MHz, CD5;0D) spectra of 29
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1H (400 MHz, CD3;0D) and 3C (100 MHz, CD3;0D) spectra of 30
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II. EI-MS spectra of unlabelled and labelled AHLs 27¢, 17, 26b and 28a
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N-Dodecanoyl-L-homoserine lactone

Abundance
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Abundance
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Abundance

Scan 4453 (24.710 min): ERHO12mD-404-BS.D
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Equimolar mixture of N-(3-hydroxydodecanoyl)-L-homoserine lactone and N-(3-
hydroxydodecanoyl-[4-2H,])-L-homoserine lactone 26b + BSTFA-TMCS
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N-(3-Oxodecanoyl-[5-2H,])-L-homoserine lactone 28a + BSTFA-TMCS

Abundance
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