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Figures captions
Figure S1. Optimized structure and MEP of (a) quercetin and (b) AmEA moiety
Figure S2. Model DFT interaction of quercetin and AmEA moiety on the carboxylic group sites.
Figure S3. Model DFT interaction of quercetin and AmEA moiety on the amines group sites.

Table captions
Table S1. Bond length, bond angle, bond energy and interaction energy of AmEA-quercetin complexes.
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Figure S1. Optimized structure and MEP of (a) quercetin and (b) AmEA moiety
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Figure S2. Model DFT interaction of quercetin and AmEA moiety on the carboxylic group sites.
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Figure S3. Model DFT interaction of quercetin and AmEA moiety on the amines group sites.



Table S1. Bond length, bond angle, bond energy and interaction energy of AmEA-quercetin complexes.
	Structure code
	Interaction*
	Bond length
(Å)
	Hydrogen bond angle, q
(°)
	Bond Energy**
(Kcal mol−1)
	Interaction Energy***
(Kcal mol−1)

	MQ-1
	[bookmark: _GoBack](M) C5=O2 --- (Q) H–O6
	1.95027
	166.84
	-8.6530
	-10.6882

	MQ-2
	(M) C5=O2 --- (Q) H–O7
	2.16423
	135.88
	-7.0363
	-9.3282

	
	(M) O3−H --- (Q) O7–H
	2.02021
	153.69
	
	

	MQ-3
	(M) C5=O2 --- (Q) H–O7  
	1.90208
	173.58
	-16.5026
	-21.1266

	
	(M) O3−H --- (Q) O6–H
	1.94661
	166.87
	
	

	MQ-4
	(M) O3−H --- (Q) C6=O4 
	1.82906
	171.77
	-15.0594
	-22.8447

	
	(M) C5=O2 --- (Q) H–O2
	1.89217
	152.26
	
	

	MQ-5
	(M) O3−H --- (Q) C6=O4
	1.83209
	172.77
	-16.4388
	-22.8038

	
	(M) C5=O2 --- (Q) H–O2  
	1.90163
	151.83
	
	

	MQ-6
	(M) C5=O2 --- (Q) H–O5  
	1.97541
	147.11
	-6.5885
	-9.7464

	
	(M) O3−H --- (Q) O5–H
	2.14159
	151.36
	
	

	MQ-7
	(M) O3−H --- (Q) C6=O4  
	1.90742
	164.27
	-8.2048
	-10.6550

	MQ-8
	(M) O3−H --- (Q) O3−H  
	1.97784
	165.61
	-5.1311
	-7.2914

	MQ-9
	(M) O3−H --- (Q) O3−H  
	1.98028
	169.99
	-5.8883
	-9.6227

	
	(M) C5=O2 --- (Q) H–C11  
	2.39124
	160.69
	
	

	MQ-10
	(M) N2−H --- (Q) O3−H
	2.57974
	162.26
	-10.7010
	-12.7760

	
	(M) C4=O1 --- (Q) H–O5
	1.88407
	174.28
	
	

	MQ-11
	(M) N2−H --- (Q) O3−H  
	2.50543
	152.72
	-3.8102
	-5.6205

	MQ-12
	(M) N2−H --- (Q) O4–C6
	2.43082
	146.85
	-13.4215
	-16.4992

	
	(M) C4=O1 --- (Q) H–O2
	1.88302
	142.03
	
	

	MQ-13
	(M) C4=O1 --- (Q) H–O7  
	1.99769
	160.43
	-4.9113
	-7.2306

	* M and Q indicate chemical groups on surface moieties and quercetin, respectively.
** Bond energy was calculated based on HF method.
*** Interaction energy was calculated based on DFT method.
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