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Fig. S1. The structures of compounds 6-18.

Fig. S2.'H NMR spectrum of 1 in CD3COCDs.
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Fig. 59.°C NMR spectrum of 2 in CDs:COCD:.
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Fig. S11.HSQC spectrum of 2 in CDs:COCD:s

Fig. S12.HMBC spectrum of 2 in CD:COCDs.

Fig. S13.HR-ESI-MS spectrum of 2.

Fig. S14.'"H NMR spectrum of 3 in CD;:COCDs: DMSO-d6 5:1.
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Fig. $17. HMQC spectrum of 3 in CD:COCDs: DMSO-d6 5:1.
Fig. $18. HMBC spectrum of 3 in CD:COCDs: DMSO-d6 5:1.
Fig. $19. HR-ESI-MS spectrum of 3.

Fig. 520. 'H NMR spectrum of 4 in CDsOD.



Fig. 521.C NMR spectrum of 4 in CDsOD.

Fig. 522. 'H-'H COSY spectrum of 3 in CDsOD.
Fig. 523. HMQC spectrum of 4 in CDsOD.

Fig. S24. HMBC spectrum of 4 in CDsOD.

Fig. S25.HR-ESI-MS spectrum of 4

Fig. 526."H NMR spectrum of 5 in CD:COCD:s.

Fig. 527.3C NMR spectrum of 5 in CD:COCDs.
Fig. 528. 'H-'H COSY spectrum of 5 in CD:COCD:.
Fig. $29. HMQC spectrum of 5 in CDsCOCD:s.

Fig. S30. HMBC spectrum of 5 in CD3COCD:.

Fig. S31. HR-ESI-MS spectrum of 5.
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Fig. S1. The structures of compounds 6-18.
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Fig. S2. 'H NMR spectrum of 1in CDsCOCD:s
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Fig. S3. ®C NMR spectrum of 1in CDsCOCD:
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Fig. S5. HSQC spectrum of 1in CDs;COCD:s
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Fig. S6. HMBC spectrum of 1in CDs;COCD:s

B TOF MS: 0.218 min from XH-C34.wif Agilert, subtracted (0.075 to 0.111 min) Max. 5.3¢5 counts.
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Fig. S7. HR-ESI-MS spectrum of 1.
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Fig. S8. 'H NMR spectrum of 2 in CDsCOCD:s

22 2 B azungrss

b5 B s LETEE:

i =

[ ST
|
Iy
)

N
160 180 140 130 120 110 0o ag a0 70 A0 50 40 il 20 1 1] -10

£1 (ppm)

Fig. S9. 3C NMR spectrum of 2 in CDsCOCD:s



Fig. S11. HSQC spectrum of 2 in CDsCOCD:3
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Fig. $10. 'H-'H COSY spectrum of 2 in CDsCOCD:s
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Fig. S12. HMBCspectrum of 2 in CD:COCD:s
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Fig. S13. HR-ESI-MS spectrum of 2.
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Fig. S14."H NMR spectrum of 3 in CD:COCDs: DMSO-ds = 5:1
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Fig. S15.3C NMR spectrum of 3 in CDsCOCDs: DMSO- ds = 5:1
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Fig. S16. 'H-'H COSY spectrum of 3 in CDs:COCDs: DMSO- ds =
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Fig. 517. HSQC spectrum of 3 in CDsCOCDs: DMSO- ds = 5:1

11

130

5:

1 (ppm)

1

1 (ppm)



ro
4 " [ r20
JE— By
- 40
o
60
:
80
100
1
< L] L
1 I ! k120
] - b
- w '
4 . LN L}
vt F 140
4 . i *
. - +
160
'
) ! .
180
200
_ ¥
10.5 9.5 9.0 85 80 7.5 7.0 6.5 6.0 55 50 45 4.0 3.5 3.0 25 20 1.5 1.0 0.5
2 (ppm)
. .
Fig. S18. HMBC spectrum of 3 in CDs:COCDs: DMSO-ds = 5:1
B TOF MS: 0.217 min from XH-D18+++.wiff Agilent, subtracted (0.092 to 0.128 min) Max. 1.0e5 counts. |
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Fig. S19. HR-ESI-MS spectrum of 3
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Fig. §20. 'H-NMR spectrum of 4 in CDsOD
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Fig. S21. ®C NMR spectrum of 4 in CDsOD
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Fig. S22. 'H-'H COSY spectrum of 4 in CDsOD
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Fig. S23. HSQC spectrum of 4 in CDsOD
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Fig. S24. HMBC spectrum of 4 in CDsOD
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Qualitative Analysis Report

Data Filename XH-D72.d Sample Name XH-D72
Sample Type Sample Position P1-D3
Instrument Name Instrument 1 User Name
Acq Method SIBU.m Acquired Time  1/6/2015 1:49:26 PM
IRM Calibration Status S oA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
135 0 ESI
x10 5 + Scan (0.279-0.329 min, 4 Scans) XH-D72.d Subtract
18 296.0920
16 (M+H)+
14
12
1
0.8
0.6
0.4
0.2
295.2 295.4 2956 295.8 296 296.2 296.4 296.6 296.8 297
Counts vs. Mass-to-Charge (m/z)
Peak List
mj/z z |Abund Formula Ton
296.092 1 |158063.61 C17 H13 N 04 (M+H)+
297.0952 1 |31812.14 C17 H13 N O4 (M+H)+
297.2396 1 |3672.2
298.0969 1 13902.19 C17 H13 N O4 (M+H)+
301.1419 1 |7029.75
301.2852 1 |8580.91
310.1078 1 |5058.93
341.2665 1 |6015.52
385.2931 1 |7487.52
429.3182 1 14323.08
‘ormula iculator Elem imi
iemen! n ax
C 3 60
H 0] 120
0 0) 10
N 0) 5
‘Formula Calculator Results
‘ormula cula ass cula z Mz TDIff. (mba) [DIfT. (ppm) [OBE |
lci7Hiznos | 295.0845] 296.0917]  296.0920] -0.3] -1.0] 12.0000]
--= End Of Report ---
Agilent Technologies Page 1 of 1 Printed at: 1:04 PM on: 1/14/2015

Fig. S25. HR-ESI-MS spectrum of 4
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Fig. S26 'H-NMR spectrum of 5 in CD:COCD:s
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Fig. 527. BC-NMR spectrum of 5 in CD:COCD:s
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Fig. 528. 'H-'H COSY spectrum of 5 in CD:COCD:s
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Fig. $29. HSQC spectrum of 5 in CDs:COCD:s
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Fig. S30. HMBC spectrum of 5 in CD:COCD:s
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Fig. S31. HR-ESI-MS spectrum of 5
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