SUPPLEMENTARY MATERIAL
Supplementary Table 1 - Docking energy parameters Dengue Virus 1 NS2B-NS3 protease with different compounds 
 
	Property / Compound 
	Olean-12-ene 
	Quercetin 
	Apigenin 
	Luteolin 
	Kaempferol 

	HADDOCK score 
	-35.749 
	-46.908 
	-39.366 
	-29.25 
	-41.4 

	RMSD from the overall lowest-energy structure 
	-35.749 
	-46.908 
	-39.366 
	-29.25 
	-41.4 

	Desolvation energy (Edesolv) 
	-10.163 
	-0.68 
	-2.031 
	-0.943 
	-1.364 

	Van der Waals energy (Evdw) 
	-26.354 
	-34.449 
	-26.348 
	-28.911 
	-29.211 

	Electrostatic energy (Eelec) 
	3.581 
	-59.462 
	-55.549 
	2.632 
	-54.661 

	Ambiguous Interaction Restraints Energy (Eair) 
	0.517 
	1.134 
	1.228 
	0.773 
	1.074 

	ΔG prediction (Kcal/mol) 
	-8.63 
	-7.77 
	-7.69 
	-7.21 
	-7.89 

	ΔG score (Kcal/mol) 
	97.82 
	149.03 
	141.35 
	159.06 
	143.84 



Supplementary Table 2 - Docking energy parameters Denv2-NS1 protease with different compounds 
 
	Property / Compound 
	Olean-12-ene 
	Quercetin 
	Apigenin 
	Luteolin 
	Kaempferol 

	HADDOCK score 
	-42.491 
	-29.106 
	-28.897 
	-32.074 
	-26.623 

	RMSD from the overall lowest-energy structure 
	-42.491 
	-29.106 
	-28.897 
	-32.074 
	-26.623 

	Desolvation energy (Edesolv) 
	-13.077 
	-2.483 
	-1.957 
	-1.646 
	-3.215 

	Van der Waals energy (Evdw) 
	-29.638 
	-23.954 
	-26.755 
	-27.975 
	-22.505 

	Electrostatic energy (Eelec) 
	0.695 
	-14.54 
	-1.724 
	-12.937 
	-5.269 

	Ambiguous Interaction Restraints Energy (Eair) 
	0.846 
	2.392 
	1.606 
	1.345 
	1.507 

	ΔG prediction (Kcal/mol) 
	-8.64 
	-6.64 
	-6.68 
	-6.79 
	-6.73 

	ΔG score (Kcal/mol) 
	97.39 
	171.08 
	164.23 
	163.14 
	168.03 


 
 
 
 
 
 
 
 
 
 

Supplementary Table 3 - Docking energy parameters Envelope protein with different compounds 
 
	Property / Compound 
	Olean-12-ene 
	Quercetin 
	Apigenin 
	Luteolin 
	Kaempferol 

	HADDOCK score 
	-181.298 
	-182.979 
	-178.19 
	-173.86 
	-169.134 

	RMSD from the overall lowest-energy structure 
	-181.298 
	-182.979 
	-178.19 
	-173.86 
	-169.134 

	Desolvation energy (Edesolv) 
	11.614 
	19.04 
	12.697 
	13.217 
	19.831 

	Van der Waals energy (Evdw) 
	-71.028 
	-85.87 
	-78.632 
	-67.82 
	-72.817 

	Electrostatic energy (Eelec) 
	-609.431 
	-580.765 
	-561.34 
	-596.32 
	-580.836 

	Ambiguous Interaction Restraints Energy (Eair) 
	0.01756 
	0.04056 
	0.143 
	0.05706 
	0.18 

	ΔG prediction (Kcal/mol) 
	-15.59 
	-14.1 
	-13.59 
	-13.79 
	-13.5 

	ΔG score (Kcal/mol) 
	-110.37 
	-32.25 
	-30.6 
	-39.48 
	-35.86 


 
 


Supplementary Table 4 - Close atom-atom interactions between each ligand and Dengue Virus 1 NS2B-NS3 protease. First column indicates which two atoms are interacting, with X being atoms other than C, O, or N. The other columns are the amount of each respective interactions found for each compound. 
 
	Property / Compound
	Olean-12-ene
	Quercetin
	Apigenin
	Luteolin
	Kaempferol

	CC
	2405
	1335
	1311
	1440
	1453

	CO
	697
	1094
	837
	979
	1047

	CN
	727
	358
	343
	412
	384

	CX
	0
	11
	9
	14
	11

	OO
	0
	204
	142
	158
	189

	OX
	0
	4
	3
	5
	5

	NO
	0
	171
	113
	163
	155

	NN
	0
	0
	0
	0
	0

	NX
	0
	0
	0
	0
	0

	XX
	0
	0
	0
	0
	0


 
 


Supplementary Table 5 - Close atom-atom interactions between each ligand and Denv2-NS1 protease. First column indicates which two atoms are interacting, with X being atoms other than C, O, or N. The other columns are the amount of each respective interactions found for each compound. 
	Property / Compound
	Olean-12-ene
	Quercetin
	Apigenin
	Luteolin
	Kaempferol

	CC
	2390
	925
	1050
	1036
	1057

	CO
	659
	774
	672
	710
	780

	CN
	665
	331
	289
	282
	389

	CX
	21
	25
	26
	28
	34

	OO
	0
	149
	108
	122
	141

	OX
	0
	14
	4
	7
	10

	NO
	0
	160
	95
	112
	140

	NN
	0
	0
	0
	0
	0

	NX
	0
	0
	0
	0
	0

	XX
	0
	0
	0
	0
	0


 
 
 


Supplementary Table 6 - Close atom-atom interactions between each ligand and Envelope protein. First column indicates which two atoms are interacting, with X being atoms other than C, O, or N. The other columns are the amount of each respective interactions found for each compound. 
	Property / Compound
	Olean-12-ene
	Quercetin
	Apigenin
	Luteolin
	Kaempferol

	CC
	2337
	1560
	1366
	1227
	1153

	CO
	626
	1237
	947
	879
	782

	CN
	586
	389
	342
	359
	309

	CX
	50
	30
	25
	28
	16

	OO
	0
	244
	167
	154
	126

	OX
	0
	15
	9
	12
	6

	NO
	0
	187
	125
	137
	117

	NN
	0
	0
	0
	0
	0

	NX
	0
	0
	0
	0
	0

	XX
	0
	0
	0
	0
	0


 

