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TH, BCNMR and HRMS spectra for new compounds
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Figure S2. 3C NMR spectra of compound 2
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Figure S1. '"H NMR spectra of compound 2
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Figure S3. 'H NMR spectra of compound 3
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Figure S4. 3C NMR spectra of compound 3
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Figure S3. 'H NMR spectra of compound 4
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Figure S4. 3C NMR spectra of compound 4
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Figure S6. 13C NMR spectra of compound 6a
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Figure S7. '"H NMR spectra of compound 6b
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Figure S8. 13C NMR spectra of compound 6b
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Figure S9. 'H NMR spectra of compound 6¢
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13C NMR spectra of compound 6¢
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Figure S11. '"H NMR spectra of compound 6d
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Figure S12. 3C NMR spectra of compound 6d



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

D:\Data\gaojh\Q-TOF-gaojh-20141216-ZJ2014-12-8-8.d
tune_100-600_pos141217.m

ZJ2014-12-8-8

Acquisition Date  12/17/2014 10:18:35 AM

Qperator Jiang
Instrument / Ser# micrOTOF-Q Il 10324

Acquisition Parameter

Source Type ESlI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset -500 'V Set Dry Gas 2.2 limin
Scan End 600 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens.] +MS, 0.6-0.6min
®1 D4:
4 441.2384
3
2
1
420 425 430 435 440 445 450 miz
Meas. miz # Formula Score miz err[mDa] er[ppm] mSigma rdb & Conf N-Rule
4412384 1 C26H3TN2SZ 10000 441.2393 0.8 1.9 44 85 even ok

Figure S13. HRMS of 3

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

D:\Data\gaojh'Q-TOF-gaojh-20141216-ZJ2014-12-8-1.d
tune-posAPCI-300-1200_141111.m

2J2014-12-8-1

Acquisition Date  12/17/2014 3:11:25 PM

Operator Jiang
Instrument / Ser#  micrOTOF-Q Il 10324

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 200°C
Scan Begin 200 miz Set End Plate Offset -500V Set Dry Gas 1.5 Ifmin
Scan End 1200 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. - +MS, 0.2-0.3min
x104]
197 £13.3051
1.0
i 612.3074 614.3076
0.5
1 615.3044
il 607.3857 G J J|  616.3052
606 ' 608 610 ' 612 ' 614 ' 616 ' 618 C mE
Mezs.mfz # Formula Score mfz err[mDa] emr[ppm] mSigma rdb & Conf N-Rule
613.3051 1 C38H43B2N2S82 10000 613.3061 =0.3 -0.5 188 185 ewven ok

Figure S14. HRMS of 4



Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date  6/18/2015 3.07:16 FM

Analysis Name  D:'\Data\gaojh\QTOF-Gaojh150618-2J20150509-1_01.d
Method tune-posAPCI-300-1200_141111.m

Sample Name -ZJ20150509-1
Comment

Operator Jiang
Instrument / Ser# micrOTOF-Q || 10324

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Mebulizer 2.0Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 200 m/z Set End Plate Offset -500 W Set Dry Gas 1.2 l/min
Scan End 1200 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. - +MS, 0.2-0.2min
2500
] 609.2704
20001
§ 685.2948
1500+
10007 663.4620
] 649.3100
500 6020412 B637.3140 685.2919
580 600 620 640 660 680 700 720 miz
Meas.miz # Formula Score miz err[mDa] em[ppm] mSigma rdb & Conf N-Rule
6952948 1 C42H45B2N2S53 100.00 6952839 -0.9 -1.2 478 225 even ok
Figure S15. HRMS of 6a

Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date  6/18/2015 3:11:13 PM

Analysis Name  D:\Data\gaojh\QTOF-Gaojh150618-2J20150509-3_01.d
Method tune-posAPCI-300-1200_141111.m

Sample Name -Z2J20150509-3
Comment

Operator Jiang

Instrument / Ser# micrOTOF-Q Il 10324

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Nebulizer 2.0Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 200 m/z Set End Plate Offset -500 v Set Dry Gas 1.2 Umin
Scan End 1200 m/z Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. +MS, 0.8-0.8min
x104 ]
104 689.3348
| 679.3335
0.8+
0.6
0.4+
0.2+
- 663.4575 5723791 l J. l
0.0 - - " - - - l.. 1|‘ A ll - Il . ’ l. i Illl - -
650 660 670 680 680 700 miz
Meas.miz # Formula Score m/z err[mDa] er[ppm] mSigma rdb & Conf N-Rule
689.3348 1 CH44H4TB2NZ2SZ 0.00 689.3375 2 4.0 18.4 235 even ok

Figure S16. HRMS of 6b




Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  6/18/2015 3:09:09 PM
Analysis Name  D:\Data\gaojh\QTOF-Gaojh150618-2J20150509-2_01.d

Method tune-posAFCI-300-1200_141111.m Operator Jiang

Sample Name -ZJ20150509-2 Instrument / Ser¥ micrOTOF-Q Il 10324
Comment

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 200 miz Set End Plate Offset -500 V Set Dry Gas 1.2 'min
Scan End 1200 m/z Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. ] +MS, 0.1min
1500+
1250_: 767.2752
10004 777.2797
750
5004
2507
0_'
750 78b 760 765 770 775 780 785 790 795 miz
Meas. miz # Formula Score miz er[mDa] em[ppm] mSigma rdb e Conf N-Rule
TI7T.2797 1 CA4BH4ATBZ2NZS4 10000 777.2818 0.6 07 545 255 ewen ok
Figure S17. NMRS of 6¢

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  6/18/2015 3:14:15 PM
Analysis Name  D:\Data\gaojh\QTOF-Gaojh150618-Z2J20150509-4_01.d

Method tune-posAPCI-300-1200_141111.m Operator Jiang

Sample Name ZJ20150509-4 Instrument / Ser#  micrOTOF-Q Il 10324
Comment

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Mebulizer 2.0 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 200 miz Set End Plate Offset -500 v Set Dry Gas 1.2 limin
Scan End 1200 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. +MS, 0.6-0.6min
1250 765.3647
1000
750
500
250

730 740 750 760 770 780 790 miz

Meas. miz # Formula Score mfz er[mDa] emw[ppm] mSigma rdb e Conf N-Rule
7653647 1 CS0HSIB2ZNZ2S2 10000 7¥65.3690 27 35 912 275 even ok

Figure S18. HRMS of 6d
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Figure S19. Fluorescence decay curve for 4 in CHCI; solution (1x10-5 M).
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Figure S20. Fluorescence decay curve for 6a in CHCl; solution (1x10- M).
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Figure S21. Fluorescence decay curve for 6b in CHCl; solution (1x10-5 M).
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Figure S22. Fluorescence decay curve for 6¢ in CHCI; solution (1x10- M).
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Figure S23. Fluorescence decay curve for 6d in CHCl; solution (1x10- M).



