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Figure S1: representative Gels for each compound in gyrase-catalyzed DNA supercoiling 
inhibition assays.
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Figure S2: P. aeruginosa PAO1 biofilm accumulation raw data.
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Table S1: Lectin inhibition, calculated as Ki [µM] from IC50 according to Huang et al. [1] . 
N.a. = not applicable. Data is comparable to experimental Ki-values, determined by ITC. 
[2]
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LecBPAO1

compound m Ki ± s.d. [µM] IC50 ± s.d. [µM]

19 LecB-
probe 1.52 ± 0.72 3.91 ± 1.6

30 0 0.82 ± 0.55 2.37 ± 1.2

31 1 0.89 ± 0.39 2.53 ± 0.87 

Me-α-D-Man

controls

75.11 ± 9.79 166 ± 22

L-Fuc 0.93 ± 0.78 2.63 ± 1.7

Me-α-L-Fuc n.a. 0.534 ± 0.07

LecBPA14

19 LecB-
probe 0.36 ± 0.04 1.87 ± 0.21

30 0 0.18 ± 0.01 2.24 ± 0.23

31 1 0.44 ± 0.05 1.00 ± 0.06

Me-α-D-Man

controls

21.21 ± 2.08 101 ± 10

L-Fuc 0.49 ± 0.07 2.46 ± 0.33

Me-α-L-Fuc 0.14 ± 0.02 0.79 ± 0.11

LecA

compound n m Ki ± s.d. [µM] IC50 ± s.d. [µM]

11 1

LecA-
probes

4.16 ± 2.99 31.7 ± 11

12 2 3.96 ± 2.33 30.9 ± 8.7

13 3 4.01 ± 2.22 31.1 ± 8.3

14 4 3.67 ± 2.54 29.9 ± 9.5

22 1 0 3.82 ± 2.13 30.4 ± 8.0

23 1 1 1.48 ± 1.47 21.6 ± 5.5

24 2 0 4.29 ± 0.87 32.2 ± 3.3

25 2 1 3.19 ± 0.48 28.0 ± 1.8

26 3 0 3.00 ± 1.08 27.3 ± 4.0

27 3 1 3.53 ± 0.99 29.3 ± 3.7

28 4 0 3.27 ± 2.17 28.3 ± 8.1

29 4 1 2.70 ± 0.64 26.2 ± 2.4

Me-α-D-Gal

controls

9.76 ± 3.53 71.7 ± 16

pNP-β-D-Gal 14.8 ± 4.25 52.7 ± 13



Table S2: Antibiotic susceptibility assay data in molar concentration [µM].
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Table S3: key compounds and intermediates as smiles (n.a. = not applicable).

compound SMILE IC50 LecA 
± s.d. [µM]

IC50 LecBPAO1 
± s.d. [µM]

IC50 LecBPA14 
± s.d. [µM]

11 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CN=[N+]=[N-])=O)C=C2)[C@@H]1O 31.7 ± 11 n.a. n.a.

12 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCN=[N+]=[N-])=O)C=C2)[C@@H]1O 30.9 ± 8.7 n.a. n.a.

13 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCCN=[N+]=[N-])=O)C=C2)[C@@H]1O 31.1 ± 8.3 n.a. n.a.

14 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCCCN=[N+]=[N-])=O)C=C2)[C@@H]1O 29.9 ± 9.5 n.a. n.a.

19 C[C@H]1[C@@H](O)[C@@H](O)[C@H](O)[C@@H]
(CNS(C2=CC=C(CCN=[N+]=[N-])S2)(=O)=O)O1

n.a. 3.91 ± 1.6 1.87 ± 0.21

20 O=C(O)C1=CN(C2=CC(N3CCN(CC#C)CC3)=C(F)C=C2C1=O)C4CC4 n.a. n.a. n.a.

21 O=C(O)C1=CN(C2=CC(N3CCN(CCC#C)CC3)=C(F)C=C2C1=O)C4CC4 n.a. n.a. n.a.

22 O=C(O)C1=CN(C2=CC(N3CCN(CC4=CN(CC(NC(C=C5)=CC=C5S[C@H]6[C@
H](O)[C@@H](O)[C@@H](O)[C@@H]
(CO)O6)=O)N=N4)CC3)=C(F)C=C2C1=O)C7CC7

30.4 ± 8.0
n.a. n.a.

23 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CN3N=NC(CCN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=C(C
6=O)C(O)=O)=C5)=C3)=O)C=C2)[C@@H]1O

21.6 ± 5.5
n.a. n.a.

24 O=C(O)C1=CN(C2=CC(N3CCN(CC4=CN(CCC(NC(C=C5)=CC=C5S[C@H]6[C
@H](O)[C@@H](O)[C@@H](O)[C@@H]
(CO)O6)=O)N=N4)CC3)=C(F)C=C2C1=O)C7CC7

32.2 ± 3.3
n.a. n.a.

25 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCN3N=NC(CCN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=C(
C6=O)C(O)=O)=C5)=C3)=O)C=C2)[C@@H]1O

28.0 ± 1.8
n.a. n.a.

26 O=C(O)C1=CN(C2=CC(N3CCN(CC4=CN(CCCC(NC(C=C5)=CC=C5S[C@H]6[
C@H](O)[C@@H](O)[C@@H](O)[C@@H]
(CO)O6)=O)N=N4)CC3)=C(F)C=C2C1=O)C7CC7

27.3 ± 4.0
n.a. n.a.

27 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCCN3N=NC(CCN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=
C(C6=O)C(O)=O)=C5)=C3)=O)C=C2)[C@@H]1O

29.3 ± 3.7
n.a. n.a.

28 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCCCN3N=NC(CN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=
C(C6=O)C(O)=O)=C5)=C3)=O)C=C2)[C@@H]1O

28.3 ± 8.1
n.a. n.a.

29 O[C@H]1[C@@H](O)[C@@H](CO)O[C@@H]
(SC2=CC=C(NC(CCCCN3N=NC(CCN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C
=C(C6=O)C(O)=O)=C5)=C3)=O)C=C2)[C@@H]1O

26.2 ± 2.4
n.a. n.a.

30 C[C@H]1[C@@H](O)[C@@H](O)[C@H](O)[C@@H]
(CNS(C2=CC=C(CCN3N=NC(CN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=C(C
6=O)C(O)=O)=C5)=C3)S2)(=O)=O)O1

n.a.
2.37 ± 1.2 2.24 ± 0.23

31 C[C@H]1[C@@H](O)[C@@H](O)[C@H](O)[C@@H]
(CNS(C2=CC=C(CCN3N=NC(CCN(CC4)CCN4C5=C(F)C=C6C(N(C7CC7)C=C(
C6=O)C(O)=O)=C5)=C3)S2)(=O)=O)O1

n.a.
2.53 ± 0.87 1.00 ± 0.06

5 O=C(O[C@H]1[C@@H](OC(C)=O)[C@@H](COC(C)=O)O[C@@H]
(SC2=CC=C([N+]([O-])=O)C=C2)[C@@H]1OC(C)=O)C

n.a. n.a. n.a.

6 NC(C=C1)=CC=C1S[C@H]2[C@H](OC(C)=O)[C@@H](OC(C)=O)[C@@H]
(OC(C)=O)[C@@H](COC(C)=O)O2

n.a. n.a. n.a.

7 O=C(CN=[N+]=[N-])NC(C=C1)=CC=C1S[C@H]2[C@H](OC(C)=O)[C@@H]
(OC(C)=O)[C@@H](OC(C)=O)[C@@H](COC(C)=O)O2

n.a. n.a. n.a.

8 O=C(CCN=[N+]=[N-])NC(C=C1)=CC=C1S[C@H]2[C@H](OC(C)=O)[C@@H]
(OC(C)=O)[C@@H](OC(C)=O)[C@@H](COC(C)=O)O2

n.a. n.a. n.a.

9 O=C(CCCN=[N+]=[N-])NC(C=C1)=CC=C1S[C@H]2[C@H](OC(C)=O)[C@@H]
(OC(C)=O)[C@@H](OC(C)=O)[C@@H](COC(C)=O)O2

n.a. n.a. n.a.

10 O=C(CCCCN=[N+]=[N-])NC(C=C1)=CC=C1S[C@H]2[C@H](OC(C)=O)[C@@H]
(OC(C)=O)[C@@H](OC(C)=O)[C@@H](COC(C)=O)O2

n.a. n.a. n.a.

16 BrCCC1=CC=C(S(=O)(Cl)=O)S1 n.a. n.a. n.a.
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Figure S3: Purity of key compounds by HPLC-UV.
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S�32

compound target m n

gradient

a b c

retention time tR [min]

22

LecA

0 1 9.0 12.5 15.7

23 1 1 9.0 12.9 15.7

24 0 2 8.6 11.7 14.9

25 1 2 8.9 12.3 15.5

26 0 3 9.1 12.7 15.9

27 1 3 9.2 12.9 16.1

28 0 4 9.5 13.5 16.7

29 1 4 9.6 13.7 17.0

30
LecB

0 - 10.0 14.4 17.7

31 1 - 10.2 14.7 18.0

3 - - 7.0 8.5 11.6

Table S4: Retention times measured by reversed-phase HPLC with a H2O/MeCN system, 
using three gradients a-c: a. 5-55% B over 20 min; b. 5-30% B over 20 min; c. 2-25% B 
over 20 min. Eluent A: H2O (0.1% formic acid), eluent B: MeCN (0.1% formic acid).



Figure S4: representative chromatogram of conjugates 22 - 31 and ciprofloxacin (3) from slow 
gradient b (see table S4) HPLC runs for lipophilicity comparison. Top: full UV-chromatogram and 
gradient for eluent B, bottom: UV-chromatogram from t = 8.2 - 16.4 min.
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Cipro_50uM_5-30slow_acid_RB3_01_14961.d: UV Chromatogram, 254 nm

JOM-050_50uM_5-30slow_acid_RA1_01_14853.d: UV Chromatogram, 254 nm

JOM-051_50uM_5-30slow_acid_RA2_01_14854.d: UV Chromatogram, 254 nm

JOM-053_50uM_5-30slow_acid_RA3_01_14855.d: UV Chromatogram, 254 nm

JOM-063_50uM_5-30slow_acid_RA4_01_14856.d: UV Chromatogram, 254 nm

JOM-064_50uM_5-30slow_acid_RA5_01_14857.d: UV Chromatogram, 254 nm

JOM-065_50uM_5-30slow_acid_RA6_01_14858.d: UV Chromatogram, 254 nm

JOM-066_50uM_5-30slow_acid_RA7_01_14859.d: UV Chromatogram, 254 nm

JOM-067_50uM_5-30slow_acid_RA8_01_14860.d: UV Chromatogram, 254 nm

JOM-078_50uM_5-30slow_acid_RB2_01_14862.d: UV Chromatogram, 254 nm

JOM-077_50uM_5-30slow_acid_RB1_01_14861.d: UV Chromatogram, 254 nm
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