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I. Copies of 1H NMR and 13C NMR spectra of compounds 15, 17, 22, 24, 26-30

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 15

OH

OOH D

ER400-HOFA12mD.006.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

ER400-HOFA12mD.002.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

Chemical Shift (ppm)70.0 69.5 69.0 68.5 68.0 67.5 67.0 66.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 17

ER404-HO12mD.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER404-HO12mD.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

ODOH

Chemical Shift (ppm)70.0 69.5 69.0 68.5 68.0 67.5 67.0 66.5 66.0 65.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 22a

ER415-HOFA9D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER415-HOFA9D.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

OH

OH O

D D

ER415-HOFA9D.004.001.1r.esp

38.5 38.0 37.5 37.0 36.5 36.0 35.5 35.0 34.5 34.0 33.5 33.0 32.5 32.0 31.5
Chemical Shift (ppm)
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 22b
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ER398-HOFA12D.003.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER398-HOFA12D.005.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

OH

OH O

D D

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 22c

ER398-HOFA12D.005.001.1r.esp
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Chemical Shift (ppm)
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ER433-HOFA13D.005.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER433-HOFA13D.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

OH

OH O

D D

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 24a

Chemical Shift (ppm)38.5 38.0 37.5 37.0 36.5 36.0 35.5 35.0
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ER449-FA8D.001.001.1r.esp

12 11 10 9 8 7 6 5 4 3 2 1 0
Chemical Shift (ppm)

ER449-FA8D.002.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

D D O

OH

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 24b

Chemical Shift (ppm)27.0 26.5 26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 21.0
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ER399-FA11D.005.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

ER399-FA11D.006.001.1r.esp

12 11 10 9 8 7 6 5 4 3 2 1 0
Chemical Shift (ppm)

D D O

OH

Chemical Shift (ppm)25.5 25.0 24.5 24.0 23.5 23.0 22.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 24c

ER442-FA12D.001.001.1r.esp

12 11 10 9 8 7 6 5 4 3 2 1 0
Chemical Shift (ppm)

ER442-FA12D.002.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

D D O

OH

Chemical Shift (ppm)27.0 26.5 26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 26a

ER424-HO9D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

ER424-HO9D.002.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

OOH

D D

Chemical Shift (ppm)39.0 38.5 38.0 37.5 37.0 36.5 36.0 35.5 35.0
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 26b

ER401-HO12D.003.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER401-HO12D.006.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

OOH

D D

Chemical Shift (ppm)38.5 38.0 37.5 37.0 36.5 36.0 35.5 35.0 34.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 26c

ER444-HO13D.005.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER444-HO13D.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

OOH

D D

Chemical Shift (ppm)40.0 39.5 39.0 38.5 38.0 37.5 37.0 36.5 36.0 35.5 35.0 34.5
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1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 27a
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ER450-C8D.006.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

ER450-C8D.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

ODD

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 27b

Chemical Shift (ppm)28.5 28.0 27.5 27.0 26.5 26.0 25.5 25.0 24.5 24.0 23.5
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ER406-C11D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER406-C11D.005.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

ODD

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 27c

ER406-C11D.005.001.1r.esp

26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 21.0
Chemical Shift (ppm)
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ER451-C12D.005.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

ER451-C12D.004.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O

O

NH

ODD

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 28a

Chemical Shift (ppm)26.5 26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 21.0
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ER452-oxo10D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER-452-oxo10D.003.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O
NH

O

O

OD D

1H (400 MHz, CDCl3) and 13C (100 MHz, CDCl3) spectra of 28b

Chemical Shift (ppm)25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5
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ER409-oxo13D.002.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER409-oxo13D.007.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O
NH

O

O

OD D

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

Chemical Shift (ppm)26.5 26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 21.0 20.5
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ER453-oxo14D.006.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER453-oxo14D.005.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

O
NH

O

O

OD D

Chemical Shift (ppm)26.0 25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 21.0 20.5
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1H (400 MHz, CD3OD) and 13C (100 MHz, CD3OD) spectra of 29

ER628-TA13D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER628-TA13D.002.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

NH

O

OH

O

OHD D

Chemical Shift (ppm)28.0 27.5 27.0 26.5 26.0 25.5 25.0 24.5 24.0 23.5 23.0
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1H (400 MHz, CD3OD) and 13C (100 MHz, CD3OD) spectra of 30
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ER754-C11D.001.001.1r.esp

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0 -0.5
Chemical Shift (ppm)

ER754-C11D.003.001.1r.esp

200 180 160 140 120 100 80 60 40 20 0
Chemical Shift (ppm)

OH

O
NH

ODD

OH

II. EI-MS spectra of unlabelled and labelled AHLs 27c, 17, 26b and 28a

Chemical Shift (ppm)28.0 27.5 27.0 26.5 26.0 25.5 25.0 24.5 24.0
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N-Dodecanoyl-L-homoserine lactone

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0
0

5 0 0 0

1 0 0 0 0

1 5 0 0 0

2 0 0 0 0

2 5 0 0 0

3 0 0 0 0

3 5 0 0 0

m / z -->

A b u n d a n c e

S c a n  4 1 4 1  (2 2 . 7 1 1  m in ):  E R C 1 2 . D
1 4 3

5 7

4 3 1 5 6
1 2 51 0 28 3

7 1
2 8 31 9 81 8 3 2 1 2 2 4 01 7 0 2 2 6 2 5 41 1 4

N-(Dodecanoyl-[3-2H2])-L-homoserine lactone 27c

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0
0

2 0 0 0

4 0 0 0

6 0 0 0

8 0 0 0

1 0 0 0 0

1 2 0 0 0

1 4 0 0 0

1 6 0 0 0

1 8 0 0 0

2 0 0 0 0

2 2 0 0 0

m / z - - >

A b u n d a n c e

S c a n  4 1 3 7  ( 2 2 . 6 8 5  m in ) :  E R C 1 2 D - 4 5 1 . D
1 4 3

5 7

4 3

1 2 51 0 2 1 5 8
8 3

7 1
2 8 51 1 4 2 0 01 8 5 2 4 02 1 4 2 5 41 7 1

N-(3-Hydroxydodecanoyl)-L-homoserine lactone
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m/ z-->

Abundanc e

Sc an  4607 (25 .697  min): ER H O12b is.D
172

102

57

14343

19783
21412569

155 281 299184 238 255226 268

N-(3-Hydroxydodecanoyl-[3-2H])-L-homoserine lactone 17

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0
0

5 0 0 0

1 0 0 0 0

1 5 0 0 0

2 0 0 0 0

2 5 0 0 0

3 0 0 0 0

m / z-->

A b u n d a n c e

S c a n  4 6 1 2  (2 5 .7 2 3  m in ): E R H O 1 2 m D -4 0 4 .D
1 7 3

1 0 2

5 7

1 4 34 3

8 3 1 9 7
6 9 1 2 5

2 1 51 5 5
2 8 2 3 0 01 8 5 2 5 62 2 9 2 4 2 2 6 9

N-(3-Hydroxydodecanoyl-[4-2H2])-L-homoserine lactone 26b
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4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0
0

5 0 0 0

1 0 0 0 0

1 5 0 0 0

2 0 0 0 0

2 5 0 0 0

3 0 0 0 0

3 5 0 0 0

4 0 0 0 0

4 5 0 0 0

5 0 0 0 0

5 5 0 0 0

6 0 0 0 0

6 5 0 0 0

7 0 0 0 0

7 5 0 0 0

8 0 0 0 0

8 5 0 0 0

m / z -->

A b u n d a n c e

S c a n  4 5 8 9  (2 5 . 5 8 2  m in ) :  E R H O 1 2 D -4 0 1 . D
1 7 2

1 0 2

5 7

4 3

1 4 3

1 9 9
8 3

7 1 2 1 61 2 5

1 5 7 1 8 4 2 8 3 3 0 12 5 62 2 8 2 4 0

N-(3-Hydroxydodecanoyl)-L-homoserine lactone + BSTFA-TMCS 

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0 3 2 0 3 4 0 3 6 0
0

1 0 0 0 0

2 0 0 0 0

3 0 0 0 0

4 0 0 0 0

5 0 0 0 0

6 0 0 0 0

7 0 0 0 0

8 0 0 0 0

9 0 0 0 0

1 0 0 0 0 0

1 1 0 0 0 0

m / z - - >

A b u n d a n c e

S c a n  4 4 4 6  ( 2 4 . 6 7 1  m in ) :  E R H O 1 2 - B S . D
3 5 6

2 4 4

7 3

1 4 3

2 0 0

2 2 81 7 44 3 1 0 3 1 6 0
2 8 11 2 5 2 9 8 3 7 12 6 48 95 8 3 1 3 3 2 8

N-(3-Hydroxydodecanoyl-[3-2H])-L-homoserine lactone 17 + BSTFA-TMCS
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4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0 3 2 0 3 4 0 3 6 0
0

1 0 0 0 0

2 0 0 0 0

3 0 0 0 0

4 0 0 0 0

5 0 0 0 0

6 0 0 0 0

7 0 0 0 0

8 0 0 0 0

9 0 0 0 0

1 0 0 0 0 0

1 1 0 0 0 0

1 2 0 0 0 0

1 3 0 0 0 0

1 4 0 0 0 0

1 5 0 0 0 0

m / z - - >

A b u n d a n c e

S c a n  4 4 5 3  ( 2 4 . 7 1 0  m i n ) :  E R H O 1 2 m D - 4 0 4 - B S . D
3 5 7

2 4 5

7 3

1 4 4

2 0 0

2 2 9
4 3

1 6 01 0 2
1 7 5 2 8 21 2 8 2 9 95 8 3 7 22 6 5 3 1 4 3 4 1

N-(3-Hydroxydodecanoyl-[4-2H2])-L-homoserine lactone 26b + BSTFA-TMCS

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0 3 2 0 3 4 0 3 6 0
0

1 0 0 0 0

2 0 0 0 0

3 0 0 0 0

4 0 0 0 0

5 0 0 0 0

6 0 0 0 0

7 0 0 0 0

8 0 0 0 0

9 0 0 0 0

1 0 0 0 0 0

1 1 0 0 0 0

1 2 0 0 0 0

1 3 0 0 0 0

m / z - - >

A b u n d a n c e

S c a n  4 4 4 9  ( 2 4 . 6 8 4  m i n ) :  E R H O 1 2 D - 4 0 1 - B S . D
3 5 8

2 4 4

7 3

1 4 3

2 0 0
2 2 8

1 7 44 3
1 0 3

1 5 9
1 2 6 2 8 35 8 3 0 0 3 7 32 6 68 8 3 1 5 3 3 0
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Equimolar mixture of N-(3-hydroxydodecanoyl)-L-homoserine lactone and  N-(3-
hydroxydodecanoyl-[4-2H2])-L-homoserine lactone 26b + BSTFA-TMCS

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0 3 2 0 3 4 0 3 6 0
0

2 0 0 0 0

4 0 0 0 0

6 0 0 0 0

8 0 0 0 0

1 0 0 0 0 0

1 2 0 0 0 0

1 4 0 0 0 0

1 6 0 0 0 0

1 8 0 0 0 0

2 0 0 0 0 0

2 2 0 0 0 0

2 4 0 0 0 0

2 6 0 0 0 0

m / z - - >

A b u n d a n c e

S c a n  4 4 6 7  ( 2 4 . 7 9 4  m in ) :  E R m i x 1 - 1 - T M S - A H L . D
3 5 8

2 4 4

7 3

1 4 3

2 0 0

2 2 8

1 7 4
4 3

1 0 3

1 5 8
1 2 8 2 8 15 8 2 9 8 3 7 32 6 6 3 1 48 8 3 2 9

N-(3-Oxodecanoyl)-L-homoserine lactone + BSTFA-TMCS

5 0 1 0 0 1 5 0 2 0 0 2 5 0 3 0 0 3 5 0 4 0 0 4 5 0 5 0 0 5 5 0
0

1 0 0 0 0

2 0 0 0 0

3 0 0 0 0

4 0 0 0 0

5 0 0 0 0

6 0 0 0 0

7 0 0 0 0

8 0 0 0 0

9 0 0 0 0

1 0 0 0 0 0

1 1 0 0 0 0

1 2 0 0 0 0

1 3 0 0 0 0

m / z-->

A b u n d a n c e

S c a n  4 1 1 6  (2 2 .5 4 5  m in ):  E R o xo 1 0 -B S .D
7 3 2 4 1

3 2 6

1 6 9

2 7 0
2 1 51 2 54 3

1 4 7
9 9 2 9 9

3 8 2 4 7 0 5 4 24 1 41 9 2 3 5 4
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N-(3-Oxodecanoyl-[5-2H2])-L-homoserine lactone 28a + BSTFA-TMCS

4 0 6 0 8 0 1 0 0 1 2 0 1 4 0 1 6 0 1 8 0 2 0 0 2 2 0 2 4 0 2 6 0 2 8 0 3 0 0 3 2 0 3 4 0 3 6 0 3 8 0 4 0 0
0

5 0 0 0

1 0 0 0 0

1 5 0 0 0

2 0 0 0 0

2 5 0 0 0

3 0 0 0 0

3 5 0 0 0

4 0 0 0 0

4 5 0 0 0

5 0 0 0 0

5 5 0 0 0

m / z -->

A b u n d a n c e

S c a n  4 0 9 4  (2 2 .4 0 9  m in ):  E R o x o 1 0 D -4 5 2 -B S . D
7 3

2 4 3

3 2 8

1 7 1

1 5 2

2 7 22 1 5
1 2 54 3

1 9 9
9 9

3 0 1
3 4 5 4 1 5


