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Table S1: 1H and 13C NMR data for compound 1, 1, 3-di-O-caffeoyl-5-O-(1-methoxyl-2-O-caffeoyl-4-maloyl)-quinic and 1, 3-di-O-caffeoyl-5-O-(2-O-caffeoyl-4-maloyl)-quinic.
	compound 1
	1, 3-di-O-caffeoyl-5-O-(1-methoxyl-2-O-caffeoyl-4-maloyl)-quinic acid [1]
	1, 3-di-O-caffeoyl-5-O-(2-O-caffeoyl-4-maloyl)-quinic acid [2]
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	Position
	δH
	δC
	δH
	δC
	δH
	δC

	1
	
	82.3
	
	80.9
	
	79.0

	2a
	2.98 (m)
	32.8
	2.93 (brd, 16.0)
	32.9
	 2.83 d (15.5)
	36.6

	2b
	2.44 (dd, 16.3, 3.4)
	
	2.47 (d, 12.0)
	
	2.48 dd (2.8, 15.4)
	

	3
	5.45 (q, 3.6)
	74.2
	5.47 (m)
	74.2
	5.50 (m)
	69.7

	4
	3.92 (dd, 10.0, 3.7)
	72.4
	3.94 (dd, 8.0, 4.0)
	72.3
	 3.97 dd (3.8,9.5)
	70.2

	5
	5.53 (td, 10.6, 4.5)
	71.3
	5.51 (ddd, 4.0, 4.0, 4.0)
	71.3
	5.47 (m)
	72.0

	6a
	1.90 (m)
	39.2
	1.94 (m)
	38.9
	 2.00 dd (10.9, 13.1)
	31.3

	6b
	2.61 (dt, 13.1, 3.8)
	
	2.63 (br d, 16.0)
	
	2.63 br.d (12.8)
	

	7
	
	176.1
	
	175.0
	
	172.6

	1′
	
	171.2
	
	171.2
	
	171.1

	2′
	5.36 (dd, 7.3, 4.1)
	69.2
	5.39 (dd, 8.0, 4.0)
	69.3
	5.42 dd (4.6, 6.6)
	67.8

	3′a
	3.03 (m)
	37.1
	3.01 (dd, 16.0, 8.0)
	37.2
	3.04 dd (7.1, 16.7)
	35.8

	3′b
	2.80 (m)
	
	2.82 (dd, 20.0, 4.0)
	
	2.88 dd (4.6, 16.7)
	

	4′
	
	170.5
	
	170.5
	
	169.1

	1′′
	
	127.7
	
	127.8
	
	126.3

	2′′
	7.10 (d, 2.1)
	115.2
	7.06-7.09 (m)
	115.2
	7.06 d (1.8)
	113.7

	3′′
	
	146.8
	
	146.9
	
	145.3

	4′′
	
	149.6
	
	149.8
	
	148.2

	5′′
	6.73-6.80 (m)
	116.5
	6.76-6.80 (m)
	116.5
	 6.76 d (8.2)
	115.0

	6′′
	6.96 (dd, 8.2, 2.1)
	123.0
	6.92-6.98 (m)
	123.2
	6.93dd (1.8,8.2)
	121.6

	7′′
	7.61 (d, 15.9)
	147.2
	7.68 (d, 16.0)
	147.5
	7.56 d (16.0)
	146.7

	8′′
	6.32 (d, 15.9)
	115.3
	6.36 (d, 16.0)
	115.8
	6.27 d (16.0)
	112.7

	9′′
	
	168.7
	
	168.8
	
	166.2

	1′′′
	
	127.6
	
	127.6
	
	126.2

	2′′′
	7.05 (d, 2.1)
	115.1
	7.06-7.09(m)
	115.3
	 7.07 d (1.8)
	113.8

	3′′′
	
	146.8
	
	146.7
	
	145.3

	4′′′
	
	149.6
	
	149.6
	
	148.3

	5′′′
	6.73-6.80 (m)
	116.5
	6.76-6.80 (m)
	116.5
	 6.79 d (8.2)
	115.0

	6′′′
	6.98 (dd, 8.2, 2.1)
	123.4
	6.92-6.98 (m)
	123.4
	 6.97dd (1.8,8.2)
	121.9

	7′′′
	7.56 (d, 15.9)
	148.2
	7.56 (d, 16.0)
	148.2
	7.62 d (16.0)
	146.5

	8′′′
	6.28 (d, 15.9)
	114.0
	6.26 (d, 16.0)
	115.4
	 6.31 d (16.0)
	113.4

	9′′′
	
	167.8
	
	167.8
	
	166.4

	1′′′′
	
	127.8
	
	127.7
	
	126.0

	2′′′′
	7.06(d, 2.1)
	115.1
	7.06-7.09 (m)
	114.0
	 7.07 d (1.8)
	113.7

	3′′′′
	
	146.8
	
	146.8
	
	145.3

	4′′′′
	
	149.8
	
	149.7
	
	148.3

	5′′′′
	6.73-6.80 (m)
	116.5
	6.76-6.80 (m)
	116.5
	 6.77 d (8.2)
	115.0

	6′′′′
	6.90 (dd, 8.2, 2.1)
	123.1
	6.92-6.98 (m)
	123.0
	6.97dd(1.8,8.2)
	121.8

	7′′′′
	7.56 (d, 15.9)
	147.2
	7.62 (d, 16.0)
	147.3
	7.60 d (16.0)
	146.0

	8′′′′
	6.36 (d, 15.9)
	116.0
	6.36 (d, 16.0)
	115.8
	 6.33 d (16.0)
	113.5

	9′′′′
	
	167.8
	
	168.8
	
	167.2

	-OCH3
	3.56 (3H, s)
	53.0
	3.58 (3H, s)
	53.2
	
	


Table S2: 1H and 13C NMR data for compound 2 and 5-(((5-(hydroxymethyl)furan-2-yl)methoxy) methyl)furan-2- carbaldehyde.
	compound 2
	5-(((5-(hydroxymethyl)furan-2-yl)methoxy)methyl)furan-2- carbaldehyde [3]
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	Position
	δH
	δC
	Position
	δH
	δC

	2
	
	154.2
	2
	
	154.95

	3
	7.38 (d, 3.6)
	124.0

	3
	7.19 (d, 3.5)
	122.24

	4
	6.64  (d, 3.6)
	112.8
	4
	6.52 (d, 3.5)
	111.6

	5
	
	159.8
	5
	
	158.16

	6
	9.56 (s)
	179.5
	6
	9.59 (s)
	177.87

	7
	4.58 (s)
	64.5
	7
	4.58 (s)
	63.88

	2′
	
	153.6

	2′
	
	152.71

	3′
	6.39 (d, 3.3)
	111.3
	3′
	6.29 (d, 3.2)
	108.58

	4′
	6.35 (d, 3.3)
	111.8
	4′
	6.23 (d, 3.2)
	111.05

	5′
	
	152.9
	5′
	
	150.81

	6′
	4.38 (s)
	67.2
	6′
	4.51 (s)
	57.58

	7′
	4.53 (s)
	65.3
	7′
	4.56 (s)
	64.68

	-OCH3
	3.34 (s)
	57.94
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Figure S1-1: SciFinder search report of compound 1.
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Figure S1-2: SciFinder search report of compound 1. 
Note: the first compound with 100% similarity was 1, 3-di-O-caffeoyl-5-O-(1-methoxyl-2-O-caffeoyl-4-maloyl)-quinic acid [1].
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Figure S2-1: SciFinder search report of compound 2.
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Figure S2-2: SciFinder search report of compound 2.
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Figure S3: HR-ESI-MS spectrum of compound 1.
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Figure S4: IR spectrum of compound 1 in MeOH.
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Figure S5: UV spectrum of compound 1 in MeOH.
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Figure S6:1H NMR (500 MHz) spectrum of compound 1 in MeOD.
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 Figure S7: 1H NMR (500 MHz) spectrum of compound 1 in MeOD (from δH 5.3 ppm to δH 7.7 ppm).
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Figure S8: 1H NMR (500 MHz) spectrum of compound 1 in MeOD (from δH 1.8 ppm to δH 4.0 ppm).
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Figure S9: 13C NMR (125 MHz) spectrum of compound 1 in MeOD.
 EMBED MestReNova.Document.1  
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Figure S10: 13C NMR (125 MHz) spectrum of compound 1 in MeOD (from δC 160 ppm to δC 180ppm).
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Figure S11: 13C NMR (125 MHz) spectrum of compound 1 in MeOD (from δC 144 ppm to δC 153 ppm).
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Figure S12: 13C NMR (125 MHz) spectrum of compound 1 in MeOD (from δC 114 ppm to δC 129 ppm).
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Figure S13: 1H-1H COSY spectrum of compound 1 in MeOD.
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Figure S14: 1H-1H COSY spectrum of compound 1 in MeOD (from δH 1.5 ppm to δH 5.5 ppm).
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Figure S15: HSQC spectrum of compound 1 in MeOD.
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Figure S16: HSQC  spectrum of compound 1 in MeOD (from δC 25 ppm to δC 55 ppm).
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Figure S17: HSQC spectrum of compound 1 in MeOD (from δC 58 ppm to δC 82 ppm).
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Figure S18: HSQC spectrum of compound 1 in MeOD (from δC 114 ppm to δC 150 ppm).
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Figure S19: HMBC spectrum of compound 1 in MeOD.
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Figure 20: HMBC spectrum of compound 1 in MeOD (from δC 25 ppm to δC 95 ppm).
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Figure S21: HMBC spectrum of compound 1 in MeOD (from δC 154 ppm to δC 180 ppm).
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Figure S22: HMBC spectrum of compound 1 in MeOD (from δC 105 ppm to δC 175 ppm).
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Figure S23: HR-ESI-MS spectrum of compound 2.
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Figure S24: UV spectrum of compound 2 in MeOD.
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Figure S25: IR spectrum of compound 2 in MeOD.
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Figure S26: 1H NMR (500 MHz, MeOD) spectrum of compound 2 in MeOD.
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Figure S27:. 13C NMR (125 MHz) spectrum of compound 2 in MeOD.
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Figure S28: 13C NMR (125 MHz) spectrum of compound 2 in MeOD (from δC 110 ppm to δC 160ppm).
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Figure S29: 1H-1H COSY spectrum of compound 2 in MeOD.
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Figure S30: HSQC spectrum of compound 2 in MeOD.
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Figure S31: HSQC spectrum of compound 2 in MeOD (from δC 46 ppm to δC 80 ppm).
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Figure S32: HMBC spectrum of compound 2 in MeOD.

[image: image40.emf]3.0 3.5 4.0 4.5 5.0 5.5 6.0

f2 (ppm)

30

35

40

45

50

55

60

65

70

75

80

85

90

f

1

 

(

p

p

m

)


Figure S33: HMBC spectrum of compound 2 in MeOD (from δC 30 ppm to δC 90 ppm).
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Figure S34: HMBC spectrum of compound 2 in MeOD (from δC 106 ppm to δC 127 ppm).
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Figure S35: HMBC spectrum of compound 2 in MeOD (from δC 155 ppm to δC 185 ppm).
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