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S1. UV spectrum of compound 1.




~ Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\spektren 2016\Proksch16HR000151.d

Method tune_low_new.m
Sample Name M. Moussa 3M4S4 (CH30H)
Comment

Acquisition Date

Operatar
Instrument maXis

Peter Tommes

Acquisition Parameter

6/21/2016 3:26:22 PM

288882.20213

Source Type ESI| lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180°C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
Intens. +MS, 4.2-4.5min #251-267
3001 6531141
2001
6543314
100+
652 653 654 655 656 miz
Meas. mfz # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
653.1141 1 C29H13N1406 653.1137 -0.6 40.4 1 100.00 30.5 even ok
2 C30H9N1802  653.1150 1.4 44.4 2 6859 355 even ok
3 C31H25016 653.1137 -0.6 46.2 3 85.29 19.5 even ok

S2. HRESIMS of compound 1.
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S$3. 'TH NMR (600 MHz, CDCl;-CD;0D 2:1) spectrum of compound 1.
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S4. BC NMR (150 MHz, CDCIl3-CDsOD 2:1) spectrum of compound 1.
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S5. HSQC (600 and 150MHz, CDCl3-CD3;0D 2:1) spectrum of compound 1.
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S6. HMBC (600 and 150 MHz, CDCl3-CDs;OD 2:1) spectrum of compound 1.
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S7. Long-range HMBC (600 and 150 MHz, CDCl3;-CDsOD 2:1) spectrum of compound 1.
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S8. UV spectrum of compound 2.
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_Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  12/8/2016 2:36:47 PM
Analysis Name D:\Data\spektren2016\Proksch16HR000294.d
Method tune_low_new.m Operator  Peter Tommes
Sample Name  Moussa 3M8SP10 (CH30H) Instrument maXis 288882.20213
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Vmin
Scan End 1500 miz Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Intens. +MS, 0.0-0.1min #2-8
40004 639,0977
3000+
20004
] 640.1007
10004
1 __J k‘ 641.1030
o4 ‘.AIAI..I —— T ,‘l...'. pas My 'n_i‘.l:H_..‘.. '_'_".4.'?!: 3 ad ) o,
638.5 639.0 639.5 640.0 640.5 641.0 641.5 642.0 m/z
Meas.m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
639.0977 1 C28H11N1406  639.0981 06 16.7 1 100.00 30.5 even ok
2 C30H23016 639.0981 06 17.3 2 98.34 195 even ok

S9. HRESIMS of compound 2.
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$10. 'H NMR (600 MHz, CDCls) spectrum of compound 2.
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S11. HSQC (600 and 150 MHz, CDCls) spectrum of compound 2.
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S12. HMBC (600 and 150 MHz, CDCls) spectrum of compound 2.
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S13. UV spectrum of compound 3.
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/13/2016 3:14:11 PM
Analysis Name  D:\Data\spektren 2016\Proksch16HR000232.d

Method tune_low_new.m Operator  Peter Tommes

Sample Name M. Moussa SiOSP6 (CH30H) Instrument maXis 288882.20213
Comment 1 ug/ml

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
Intens. { +MS, 4,5-4.6min #271-278
x104]
2.0 6671289
157
1.0
] 668.1325
057
i) 669.2439
] 669.7460
1 : 670.2466
0.0 r r L e L M — A—— el 6.70'7‘490. T
666 667 668 669 670 671 miz
Meas. m/z # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
667.1289 1 (C32H27016 667.1294 0.7 4.7 1 100.00 195 even ok

S14. HRESIMS of compound 3.
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$15. '"H NMR (600 MHz, CDCls) spectrum of compound 3.
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S16. HSQC (600 and 150 MHz, CDCls) spectrum of compound 3.
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S17. HMBC (600 and 150 MHz, CDCls) spectrum of compound 3.
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S18. UV spectrum of compound 4.
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  12/8/2017 2:58:35 PM
Analysis Name D:\Data\spektren 2017\PRO17HR000091.d
Method tune_low_new.m Operator  Peter Tommes
Sample Name  Moussa 3M4S3SP1+2 in Aceton (CH30H) Instrument maXis 288882.20213
Comment :
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
Inte1ns.' +MS, 0.0-0.2min #2-11)
x 667.1299
4.
3]
2 689.1117
684,1562 1
1
663.4538 680.4800
R e oo 5 S ETECEREEE SR sl ) E e B
660 665 670 675 680 685 690 miz
Meas. mfz # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
667.1299 1 C32H27016 667.1294 -0.9 9.0 1 10000 195 even ok

S19. HRESIMS of compound 4.
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$20. 'H NMR (600 MHz, DMSO-ds) spectrum of compound 4.
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S21. HSQC (600 and 150 MHz, DMSO-d¢) spectrum of compound 4.
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S22. HMBC (600 and 150 MHz, DMSO-d¢) spectrum of compound 4.
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S23. ROESY (600 and 150 MHz, DMSO-d¢) spectrum of compound 4.
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S24. UV spectrum of compound 5.
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_Mass Spectrum SmartFormula Report

Analysis Info .
Analysis Name D:\Data\spektren2016\Proksch16HR000128.d

Acquisition Date 4/28/2016 1:15:53 PM

Method tune_low_new.m. Operator  Peter Tommes
Sample Name  Moussa 3M5SP1 (CH30H) Instrument maXis 288882.20213
Comment *
Acquisition Parameter .
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
In!ens.; +MS, 3.9-4,1min #235-245

a0 3210604 '

500 '

4007

3004 -

2007

] 22,0673
1007 3 L .
c:l Ml 'J. . ety ikt LAIL‘_uL' i pakd " ' Ilh-‘ by . -“u T '..ln;u > oy l' dup
319 320 321 322 323 324 325 326 miz
Meas. miz # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
1 10000 95 even ok

321.0604 1 C15H1308 321.0605 03 221

S25. HRESIMS of compound 5.
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$26. '"H NMR (750 MHz, acetone-ds) spectrum of compound 5.
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S27. HSQC (750 and 175 MHz, acetone-ds) spectrum of compound 5.
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S28. HMBC (750 and 175 MHz, acetone-d¢) spectrum of compound 5.
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