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Figure S1. The '"H NMR spectrum of compound 1 in DMSO-d;
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Figure S9. The UV spectrum of compound 1 in MeOH

o B
ot IR
—

\

[
¥4

60

‘ <;> BN
KT

ais

£
7/
N

%Tr

30

153

51— — .
10 . | [ T T & | '
4000 3000 2000 1500 1000 800 600

(cm-1)

A DY 127 25 09:48:36 2014 (GMT+08:Sample Name : HB -4 (R MEBEHEFT- IR Microscope Transmission)
Atk 100 4 5 A B A48 40 4 (FT-IR Microscope): Centaurps

SHHE%: 8.000 R 4 22 R) (Thermo) i 5 48 #4051 YL Nicolet 5700

Figure S10. The IR spectrum (KBr) of compound 1

S9




Qualitative Analysis Report

Data Filename 2014102408.d Sample Name HB-4

Sample Type Sample Position P1-C8

Instrument Name Instrument 1 User Name g

Acq Method TEST LCMS.m IRM Calibration Status e ]
DA Method TEST LCMS.m Comment

User Chromatograms

x10 1| DAD1 - D:Sig=280,8 Ref=550,30 2014102408.d ]
3 4579
2
1
Y
o1 —
-1
2.
-3 T i T
1 2 3 4 5 6 T 8 9 10
Response Units vs. Acquisition Time (min)
Integration Peak List
[Peak _[Start _|RT [End___ [Height [Area  [Area % |
[ 1] 4692 4779] 4917] 3431 107.5] 100]
Fragmentor Voltage 135 Collision Energy 0 Ionization Mode  ESI
<10 5 |+ EIC(345.1005) Scan 2014102408.d ]
1 4
6
5
4
3
2
1
0 T T ¥ T T r
1 2 3 4 5 6 7 8 9 10
Counts vs. Acquisition Time (min)
Integration Peak List
[Peak _ [Start |RT JEnd __ [Height |Area [Area % ]
[ 1] 4674 a78s]  5.06] 665326] 3193955 100]
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
135 0 Esi
x10 2 |+ Scan (4.786 min) 2014102408.d Subtract i
14 345.1007
(M+H)+
0.8-
0.6
367.0824
0.4+ (M+Na)+
|
0.2 362.1267 ‘
| |
0 ) ] i’ : . ; . : Fisacih A
344 346 348 350 352 354 356 358 360 362 364 366 368 370

Counts (%) vs. Mass-to-Charge (m/z)

Agilent Technologi

es

Page 1 of 2 Printed at: 9:13 AM on: 10/31/2014
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Figure S36. The HMBC spectrum of compound 4 in DMSO-dg
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Figure S38. The UV spectrum of compound 4 in MeOH
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Figure S40. The HR-ESI-MS data of compound 4
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Figure S48. The HR-ESI-MS data of compound 5
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Figure S52. The HMBC spectrum of compound 6 in DMSO-d,
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Qualitative Analysis Report

Data Filename 2016122901.d Sample Name ZX-21
Sample Type Sample Position P1-C1
Instrument Name Instrument 1 User Name

Acq Method IRM Calibration Status

DA Method TEST LCMS.m Comment

User Chromatograms

DAD1 - C:Sig=254,8 Ref=550,30 2016122901.d
x10 1|Noise (PeakToPeak) = 0.30; SNR (5.908min) = 54.3
15 * 5908

1

0.5

R T S e A

0 &

-0.5

1 7 3 ! 5 : 7 9 10 11

4 5 6 T 8
Response Units vs. Acquisition Time (min)
Integration Peak List

Peak Start RT End Height [Area Area % Signal To Noise
1] 5.853 5.908| 6.005 16.06 50.67 100 54.3
Fragmentor Voltage 150 Collision Energy 0 Ionization Mode  ESI
+ EIC(653.2070) Scan 2016122901.d
x10 5 |Noise (PeakToPeak) = 304.28; SNR (5.908min) = 420.4
1.254! 3 *5.008
1
0.754
0.5
0.25
07 T T T T T T ot T
1 2 3 4 5 6 7 8 9 10 11

Counts vs. Acquisition Time (min)
Integration Peak List
Peak [Start |RT End Height [Area Area % Signal To Noise
1 5.779 5.908 6.069| 127927| 622179 100 420.4

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 Esi
x10 2 |+ Scan (5.908 min) 2016122901.d Subtract
14 653.2046
(M+Na)+
0.8+
0.6
654.2079
0% (M+Na)+
; 655.2092
0.2 (M+Na)+
0 I . it | .

6525 653 6535 654 6545 _ 655 6555 656 6565
Counts (%) vs. Mass-to-Charge (m/z)

- Agilent Technologies Page 1 of 2 Printed at: 1:17 PM on: 12/29/2016

Figure S56. The HR-ESI-MS data of compound 6
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Figure S59. The HSQC spectrum of compound 7 in DMSO-dg
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Figure S60. The HMBC spectrum of compound 7 in DMSO-dg
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Figure S61. The TOCSY spectrum of compound 7 in DMSO-dg
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Figure S63. The IR spectrum (KBr) of compound 7
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Qualitative Analysis Report

Data Filename 2016122902.d Sample Name ZX-22
Sample Type Sample Position P1-C2
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status Some Ions Missed
DA Method TEST LCMS.m Comment
User Chromatograms
Fragmentor Voltage 150 Collision Energy 0 Ionization Mode ESI
+ EIC(653.2070) Scan 2016122902.d
x10 5 |Noise (PeakToPeak) = 281.70; SNR (6.025min) = 867.7
2 4
1.5
1
0.5
O T T ™ T T

1 2 3 4 5 6 7 8 9 10 11
Counts vs. Acquisition Time (min)

Integration Peak List
Peak Start RT End Height [Area Area % Signal To Noise

i 5.928 6.025 6.186] 244423 1274728 100 867.7

DAD1 - C:Sig=254,8 Ref=550,30 2016122902.d
x10 1 |Noise (PeakToPeak) = 0.26; SNR (6.027min) = 106.2

*6.p27

T T T T T T T T

1 2 3 4 5 6 7 8 9 10 11
Response Units vs. Acquisition Time (min)

Integration Peak List

Peak Start RT End Height [Area Area % Signal To Noise
1 5.961 6.027 6.148 27.94 89.19 100 106.2
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
150 0 Esi
x10 2 |+ Scan (6.025 min) 2016122902.d Subtract
14 653.2066
(M+Na)+
0.8
0.6
654.2088
041 (M+Na)+
] 655.2056
o (M+Na)+
0 L - | L I L

652.5 653 6535 654 6545 _ 655 6555 656  656.5
Counts (%) vs. Mass-to-Charge (m/z)

i Agilent Technologies Page 1 of 2 - Printed at: 2:00 PM on: 12/29/2016

Figure S64. The HR-ESI-MS data of compound 7
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Figure S67. The HSQC spectrum of compound 8 in DMSO-dg
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Figure S68. The HMBC spectrum of compound 8 in DMSO-dg

S44

20

30

40

50

60

80

80

100

F110

F120

130

20

30

40

30

&0

80

o0

100

F110

120

F130

140

150

160

L170

1 (ppm

1 (ppm



IR

T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 Lb
£2 (ppm)

Figure S69. The TOCSY spectrum of compound 8 in DMSO-dg
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Figure S70. The UV spectrum of compound 8 in MeOH
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Figure S71. The IR spectrum (KBr) of compound 8
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Qualitative Analysis Report

Data Filename 2016122906.d Sample Name ZX-48
Sample Type Sample Position P1-C6
Instrument Name Instrument 1 User Name

Acq Method IRM Calibration Status

DA Method TEST LCMS.m Comment

User Chromatograms

Fragmentor Voltage 150 Collision Energy 0 Ionization Mode  ESI

+ EIC(683.2160) Scan 2016122906.d Smooth
x10 5 |Noise (PeakToPeak) = 169.02; SNR (5.727min) = 1887.1

3] *54
2.5

1.5

0.5

T T T T T

1 2 5 7 10 11
Counts vs. Acquisition Time (min)
Integration Peak List
Peak Start RT End Height [Area Area % Signal To Noise
1 5:55 5.727 6.033] 318944| 2749856 100 1887.1
DAD1 - C:Sig=254,8 Ref=550,30 2016122906.d
x10 1 Noise (PeakToPeak) = 0.28; SNR (5.742min) = 277.1
*5.p42
6,
44
24
w
1 2 3 4 5 6 7 8 9 10 11 ‘

Response Units vs. Acquisition Time (min)
Integration Peak List ’
Peak Start RT End Height [Area Area % Signal To Noise
1 5.653 5.742 5.851 76.51| 277.61 100 277.1

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
150 0 Esi
x10 2 |* Scan (5.743 min) 2016122906.d Subtract
14 683.2164
(M+Na)+
0.8
0.6
684.2190
0.41 (M+Na)+
| ‘ 685.2177
g 1 (M+Na)+
0+

682.5 683 6835 684 684.5 685 685.5 686  686.5
Counts (%) vs. Mass-to-Charge (m/z)

Agilent Technologies Page 1 of 2 , Printed at: 3:21 PM on: 12/29/2016

Figure S72. The HR-ESI-MS data of compound 8
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Figure S76. The HMBC spectrum of compound 9 in DMSO-d;
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Figure S77. The NOE spectrum of compound 9 in DMSO-d
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Figure S78. The UV spectrum of compound 9 in MeOH
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Figure S79. The IR spectrum (KBr) of compound 9
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Qualitative Analysis Report

Data Filename 2016122904.d Sample Name ZX-24
Sample Type Sample Position P1-C4
Instrument Name Instrument 1 User Name

Acq Method

IRM Calibration Status
DA Method TEST LCMS.m Comment

User Chromatograms
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1
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User Spectra
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Agilent Technologies Page 1 of 2 : Printed at: 3:05 PM on: 12/29/2016

Figure S80. The HR-ESI-MS data of compound 9
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Figure S85. The IR spectrum (KBr) of compound 10
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Qualitative Analysis Report
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Figure S86. The HR-ESI-MS data of compound 10
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Figure S90. The HMBC spectrum of compound 11 in DMSO-d,
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Figure S91. The IR spectrum (KBr) of compound 11
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Qualitative Analysis Report
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Figure S92. The HR-ESI-MS data of compound 11
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Figure S93. The Gas Chromatographic separation of D-Glc
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Figure S96. The Gas Chromatographic analyses of sugar moeities of compounds 3, 5-9 and 11
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Figure S98. The *C NMR spectrum of compound 3a in DMSO-d,
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Figure S100. The HMBC spectrum of compound 3a in DMSO-d;
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Figure S101. The 'H-'H COSY spectrum of compound 3a in DMSO-d;

Figure S102. The ROESY spectrum of compound 3a in DMSO-dg
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