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Figure S1. Time course assay for the determination of the optimal bacterial biofilm formation time. 

Table S1. Docking scores and ligand efficiencies of Manuka/heather honey constituents towards 

PaDsbA1 1. 

Origin Compound 
Docking score 

(kcal/mol) 

Ligand efficiency 

(kcal/mol/NHA) 

Manuka trans-cinnamic acid  −6 0.55 

Manuka 4-Hydroxybenzoic Acid −5.4 0.54 

Manuka Gallic acid −6.1 0.51 

Heather p-coumaric acid −6.1 0.51 

Heather Phenylacetic Acid −5 0.50 

Manuka, heather Caffeic acid −6.5 0.50 

Manuka 2−Methoxybenzoic Acid −5.4 0.49 

Manuka Kojic acid −4.9 0.49 

Manuka 2-Acetyl-1-Pyrroline  −3.8 0.48 

Heather Ferulic acid −6.3 0.45 

Manuka 2'-Methoxyacetophenone −4.8 0.44 

Manuka Chrysin −8.3 0.44 

Manuka 2,3-dimethoxynaphthalene −6.1 0.44 

Manuka 4-Methoxyphenyl acetic acid  −5.2 0.43 

Manuka Tectochrysin −8.5 0.43 

Heather Apigenin −8.4 0.42 

Heather Kaempferol −8.8 0.42 

Manuka 4,4'-Dimethoxystilbene −7.6 0.42 

Manuka Syringic acid −5.7 0.41 

Manuka, heather trans, trans-abscisic acid −7.7 0.41 

Manuka Galangin −8.1 0.41 

Heather Luteolin −8.6 0.41 

Heather Quercetin −9.1 0.41 

Manuka Myricetin −9.4 0.41 

Manuka 1,6,7-Trimethyllumazine −6.2 0.41 

Manuka Quercetin 3-Methyl Ether −9.2 0.40 

Manuka, heather Dehydrovomifoliol −6.3 0.39 

Manuka Kaempferol 8-Methyl Ether −9 0.39 

Manuka Lepteridine −5.8 0.39 

Manuka 3,4,5-Trimethoxybenzoic acid −5.7 0.38 

Manuka Ellagic acid −8.4 0.38 
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Heather cis, trans-abscisic acid −7.3 0.38 

Manuka Pinocembrin −7.2 0.38 

Manuka Pinobanksin −7.5 0.38 

Manuka 
3,3,4,5,5,8-hexamethyl-2,3,5,6-

tetrahydro-s-indacene-1,7-dione 
−7.6 0.38 

Manuka Naringenin −7.4 0.37 

Manuka Catechin −7.8 0.37 

Manuka Isorhamnetin −8.5 0.37 

Manuka Desoxyanisoin −7.1 0.37 

Manuka Methyl syringate −5.4 0.36 

Manuka Unedone −6.2 0.36 

Manuka 
2,6-dimethoxybenzoic acid benzyl 

ester 
−7.2 0.36 

Manuka Methyl 3,4,5-trimethoxybenzoate −5.6 0.35 

Manuka, heather Chlorogenic acid −8.8 0.35 

Heather Hesperitin −7.8 0.35 

Manuka Quercetin 3,3’-Dimethyl Ether −8.5 0.35 

Manuka Tutin −7.4 0.35 

Manuka 
1,5-bis(4-methoxyphenyl)-

pentane-1,5-dione 
−7.7 0.33 

Manuka Rotenone −8.3 0.29 

Manuka Leptosin −9.1 0.28 

Manuka Leptosperin −8.7 0.24 

1 The control had a docking score of −6.1 kcal/mol and a ligand efficiency of 0.41. 

 


