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Figure S1. 1H NMR of 1a.
S3



Figure S1. 1H NMR of 1a (Low-field region).
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Figure S1. 1H NMR of 1a (Up-field region).
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Figure S1. 1H NMR of 1a (Low-field region 2).
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Figure S2. 13C NMR of 1a.
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Figure S3. 1H NMR of 1b.
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Figure S3. 1H NMR of 1b (Low-field region).
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Figure S3. 1H NMR of 1b (Up-field region).
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Figure S3. 1H NMR of 1b (Up-field region 2).
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Figure S4. 13C NMR of 1b.
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Figure S4. 13C NMR of 1b (Up-field region).
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Figure S5. 1H NMR of 1c.
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Figure S6. 1H NMR of 1d.
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Figure S7. 1H NMR of 1e.
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Figure S7. 1H NMR of 1e (Low-field region).
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Figure S7. 1H NMR of 1e (Up-field region).
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Figure S8. 1H NMR of 1f.
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Figure S9. 1H NMR of 2a.
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Figure S6. 1H NMR of 1d.
Figure S6. 1H NMR of 1d.

Figure S10. 1H NMR of 2b.
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Figure S11. 1H NMR of 2d.

S22



Figure S11. 1H NMR of 2d (Low-field region).
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Figure S11. 1H NMR of 2d (Up-field region).
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Figure S12. 1H NMR of 2e.
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Figure S13. 1H NMR of 2f.
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Figure S9. 1H NMR of 2a.
Figure S9. 1H NMR of 2a.

Figure S14. 1H NMR of 2g.
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Figure S15. 13C NMR of 2g.
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Figure S15. 13C NMR of 2g (Up-field region).
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Figure S16. 1H NMR of 13.
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Figure S17. 1H NMR of 14.
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Figure S18. 1H NMR of 15.
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Figure S13. 1H NMR of 2f.

Figure S19. MALDI-TOF mass spectrum of 1a.
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Figure S19. MALDI-TOF mass spectrum of 1a (Molecular ion peaks).
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Figure S20. MALDI-TOF mass spectrum of 1b.
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Figure S20. MALDI-TOF mass spectrum of 1b (Molecular ion peaks).
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Figure S21. MALDI-TOF mass spectrum of 1c.
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Figure S21. MALDI-TOF mass spectrum of 1c (Molecular ion peaks).
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Figure S22. MALDI-TOF mass spectrum of 1d.
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Figure S22. MALDI-TOF mass spectrum of 1d (Molecular ion peaks).
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Figure S23. MALDI-TOF mass spectrum of 1e.
S41



Figure S23. MALDI-TOF mass spectrum of 1e (Molecular ion peaks).
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Figure S24. MALDI-TOF mass spectrum of 1f.
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Figure S24. MALDI-TOF mass spectrum of 1f (Molecular ion peaks).
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Figure S25. MALDI-TOF mass spectrum of 2a.

S45



Figure S25. MALDI-TOF mass spectrum of 2a (Molecular ion peaks).
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Figure S26. MALDI-TOF mass spectrum of 2b.
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Figure S26. MALDI-TOF mass spectrum of 2b (Molecular ion peaks).
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Figure S27. MALDI-TOF mass spectrum of 2c.
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Figure S27. MALDI-TOF mass spectrum of 2c (Molecular ion peaks).
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Figure S28. MALDI-TOF mass spectrum of 2d.
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Figure S28. MALDI-TOF mass spectrum of 2d (Molecular ion peaks).
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Figure S29. MALDI-TOF mass spectrum of 2e.
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Figure S29. MALDI-TOF mass spectrum of 2e (Molecular ion peaks).
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Figure S30. MALDI-TOF mass spectrum of 2f.
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Figure S30. MALDI-TOF mass spectrum of 2f (Molecular ion peaks).
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Figure S31. MALDI-TOF mass spectrum of 2g.
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Figure S31. MALDI-TOF mass spectrum of 2g (Molecular ion peaks).
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Figure S32. MALDI-TOF mass spectrum of 13.
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Figure S32. MALDI-TOF mass spectrum of 13 (Molecular ion peaks).
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Figure S33. MALDI-TOF mass spectrum of 14.
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Figure S33. MALDI-TOF mass spectrum of 14 (Molecular ion peaks).
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Figure S34. MALDI-TOF mass spectrum of 15.
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Figure S34. MALDI-TOF mass spectrum of 15 (Molecular ion peaks).
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 2017/06/08 17:04:46  Page 1 / 1 

Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1a 
: takagi
: 20170529.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/07 14:37:56 
: 2017/06/07 14:57:59

min

<Chromatogram> 
mV

0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

50

100

150

200

<Peak List>
Detector A Ch2

680nmPeak#
 1 

Sum

Ret. time
 11.890 

Area
 6923546 
 6923546 

Hight
 193529 
 193529 

Conc.
 0.000 

Area%
 100.000 
 100.000 

<Sample>

Figure S35. HPLC chart of 1a. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1b
: takagi
: 20170545.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 17:23:10
: 2017/06/08 17:43:13

min

<Chromatogram> 
mV

0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

10

20

30

<Peak List>
Detector A Ch2 680 nm 

680nmPeak#
 1 

Sum

Ret Time
 9.505 

Area
 841556 
 841556 

Hight
 37046 
 37046 

Conc
 0.000 

Area%
 100.000 
 100.000 

<Sample>

Figure S36. HPLC chart of 1b. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1c 
: takagi
: 20170546.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 18:38:10
: 2017/06/08 18:58:12

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

25

50

75

100

125

 1 
 2 

 12.136 
 14.983 

 1124 
 7442767 
 7443891 

 71 
 136370 
 136441 

 0.000 
 0.000 

 0.015 
 99.985 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 

Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S37. HPLC chart of 1c. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1d 
: takagi
: 20170533.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/07 17:02:47
: 2017/06/07 17:22:49

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

25

50

75

100

 1  12.448  7782431 
 7782431 

 115829 
 115829 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 

Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S38. HPLC chart of 1d. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1e 
: takagi
: 20170534.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/07 17:36:20 : 
2017/06/07 17:56:22

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

25

50

75

100

 1  11.099  5005683 
 5005683 

 117405 
 117405 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S39. HPLC chart of 1e. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 1f 
: takagi
: 20170535.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/07 18:01:46 : 
2017/06/07 18:21:48

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

50

100

150

200

 1 
 2 

 10.600 
 12.660 

 1599 
 18247509 
 18249108 

 116 
 220500 
 220616 

 0.000 
 0.000 

 0.009 
 99.991 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 

Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S40. HPLC chart of 1f. 

S70



 2017/06/08 17:11:40  Page 1 / 1 

Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2a 
: takagi
: 20170543.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 14:35:06
: 2017/06/08 15:05:08

min
0 5 10 15 20 25 30

0

50

100

150

 1  12.156  5983049 
 5983049 

 178217 
 178217 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 

Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S41. HPLC chart of 2a. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2b 
: takagi
: 20170537.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 11:13:48
: 2017/06/08 11:33:51

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

25

50

75

100

125

 1 
 2 

 7.870 
 9.535 

 2564 
 3343790 
 3346354 

 179 
 135032 
 135211 

 0.000 
 0.000 

 0.077 
 99.923 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S42. HPLC chart of 2b. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2c
: takagi
: 20170538.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 11:38:08
: 2017/06/08 11:58:10

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0.0

2.5

5.0

 1  15.152  425471 
 425471 

 6116 
 6116 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 670 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S43. HPLC chart of 2c. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2d 
: takagi
: 20170548.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 
20:22:34 : 2017/06/08 
20:42:35

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

10

20

30

40

50

 1  14.579  2879899 
 2879899 

 52220 
 52220 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 670 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S44. HPLC chart of 2d. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2e 
: takagi
: 20170540.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 
12:25:54 : 2017/06/08 
12:45:57

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

25

50

75

 1  12.465  4231981 
 4231981 

 74397 
 74397 

 0.000  100.000 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 670 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S45. HPLC chart of 2e. 
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Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2f  
: takagi
: 20170544.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 15:28:59 : 
2017/06/08 15:59:01

min
0 5 10 15 20 25 30

0

25

50

75

100

125

 1 
 2 
 3 
 4 

 15.898 
 23.967 
 24.073 
 24.250 

 10609212 
 1157 
 1307 
 2427 

 10614102 

 121020 
 114 
 129 
 117 

 121380 

 0.000 
 0.000 
 0.000 
 0.000 

 99.954 
 0.011 
 0.012 
 0.023 

 100.000 

<Sample>

<Peak List>
Detector A Ch2 670 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S46. HPLC chart of 2f. 

S76



 2017/06/08 20:09:31  Page 1 / 1 

Sample name
Sample ID
File name
Method

Sample vol
Date Meas.
Date Anal.

: 2g 
: takagi
: 20170547.lcd
: SubPc.lcm
: 
: 1-1
: 1000 uL
: 2017/06/08 19:26:51
: 2017/06/08 19:46:53

min
0.0 2.5 5.0 7.5 10.0 12.5 15.0 17.5 20.0

0

100

200

300

 1 
 2 

 7.898 
 9.553 

 12560 
 7616004 
 7628564 

 636 
 319771 
 320407 

 0.000 
 0.000 

 0.165 
 99.835 
 100.000 

<Sample>

<Peak List>
Detector A Ch2 680 nm 
Peak#

Sum

Ret. time Area Hight Conc. Area%

<Chromatogram> 
mV

Figure S47. HPLC chart of 2g. 
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Figure S48 Powder X-ray diffraction patterns of 1d. 
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Figure S49 Powder X-ray diffraction patterns of 1e. 
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Figure S50 Powder X-ray diffraction patterns of 1f. 
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Figure S51. Fluorescence spectra of 2b, 2e, 2f and 2g in CH2Cl2-DMSO (1:1. v/v). 

 

 
Figure S52. Excitation spectra of 2b in CH2Cl2-DMSO (1:1. v/v). 
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Figure S52. Excitation spectra of 2e in CH2Cl2-DMSO (1:1. v/v). 
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