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Fig. S1. 1H NMR (400 MHz, DMSO-d6) spectrum of 3   
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Fig. S2. 13C NMR (101 MHz, DMSO-d6) spectrum of 3
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Fig. S3. HRMS spectrum of 3




Fig. S4. 1H NMR (400 MHz, DMSO-d6) spectrum of 5   


    
Fig. S5. 13C NMR (101 MHz, DMSO-d6) spectrum of 5
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[bookmark: _GoBack]Fig. S6. HRMS spectrum of 5
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Fig. S7. 1H NMR (400 MHz, DMSO-d6) spectrum of 8    
Fig. S8. 13C NMR (101 MHz, DMSO-d6) spectrum of 8
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Fig. S9. HRMS spectrum of 8
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Fig. S10. 1H NMR (400 MHz, DMSO-d6) spectrum of 10   

   [image: ]
Fig. S11. 13C NMR (101 MHz, DMSO-d6) spectrum of 10
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Fig. S12. 1H NMR (400 MHz, DMSO-d6) spectrum of 11   


   
Fig. S13. 13C NMR (101 MHz, DMSO-d6) spectrum of 11





Fig. S14. 1H NMR (400 MHz, DMSO-d6) spectrum of 12 
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Fig. S15. 13C NMR (101 MHz, DMSO-d6) spectrum of 12
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Fig. S16. HRMS spectrum of 12




Fig. S17. 1H NMR (400 MHz, DMSO-d6) spectrum of 13  


    
Fig. S18. 13C NMR (101 MHz, DMSO-d6) spectrum of 13
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Fig. S19. HRMS spectrum of 13




Fig. S20. 1H NMR (400 MHz, DMSO-d6) spectrum of 14    


    
Fig. S21. 13C NMR (101 MHz, DMSO-d6) spectrum of 14
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Fig. S22. HRMS spectrum of 14




Fig. S23. 1H NMR (400 MHz, DMSO-d6) spectrum of 15    


    
Fig. S24. 13C NMR (101 MHz, DMSO-d6) spectrum of 15
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Fig. S25. HRMS spectrum of 15




Fig. S26. 1H NMR (400 MHz, DMSO-d6) spectrum of 16      


   
Fig. S27. 13C NMR (101 MHz, DMSO-d6) spectrum of 16
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Fig. S28. HRMS spectrum of 16
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Fig. S29. 1H NMR (400 MHz, DMSO-d6) spectrum of 17 


     
Fig. S30. 13C NMR (101 MHz, DMSO-d6) spectrum of 17
[image: ]
Fig. S31. HRMS spectrum of 17




Fig. S32. 1H NMR (400 MHz, DMSO-d6) spectrum of 18  



Fig. S33. 13C NMR (101 MHz, DMSO-d6) spectrum of 18
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Fig. S34. HRMS spectrum of 18
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Fig. S35. 1H NMR (400 MHz, DMSO-d6) spectrum of 19 


 
Fig. S36. 13C NMR (101 MHz, DMSO-d6) spectrum of 19
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Fig. S37. HRMS spectrum of 19 




Fig. S38. 1H NMR (400 MHz, DMSO-d6) spectrum of 20  
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Fig. S39. 13C NMR (101 MHz, DMSO-d6) spectrum of 20
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Fig. S40. HRMS spectrum of 20




Fig. S41. 1H NMR (400 MHz, DMSO-d6) spectrum of 21


  
Fig. S42. 13C NMR (101 MHz, DMSO-d6) spectrum of 21[image: ]
Fig. S43. HRMS spectrum of 21





Fig. S44. 1H NMR (400 MHz, DMSO-d6) spectrum of 22 


 
Fig. S45. 13C NMR (101 MHz, DMSO-d6) spectrum of 22
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Fig. S46. HRMS spectrum of 22




Fig. S47. 1H NMR (400 MHz, DMSO-d6) spectrum of 23 


 
Fig. S48. 13C NMR (101 MHz, DMSO-d6) spectrum of 23
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Fig. S49. HRMS spectrum of 23




Fig. S50. 1H NMR (400 MHz, DMSO-d6) spectrum of 24



Fig. S51. 13C NMR (101 MHz, DMSO-d6) spectrum of 24
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Fig. S52. HRMS spectrum of 24
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Fig. S53. 1H NMR (400 MHz, DMSO-d6) spectrum of 25 



Fig. S54. 13C NMR (101 MHz, DMSO-d6) spectrum of 25
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Fig. S55. HRMS spectrum of 25 
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Fig. S56. 1H NMR (400 MHz, DMSO-d6) spectrum of 26  



Fig. S57. 13C NMR (101 MHz, DMSO-d6) spectrum of 26
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Fig. S58. HRMS spectrum of 26




Fig. S59. 1H NMR (400 MHz, DMSO-d6) spectrum of 27



  Fig. S60. 13C NMR (101 MHz, DMSO-d6) spectrum of 27
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Fig. S61. HRMS spectrum of 27
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[ppm] err a Conf ule
[Ppm]
892.2559 1 C45H42N13S4 100.00 892.2563 0.5 -0.2 55 315 even ok
2 C48H50N306S4 41.72 892.2577 20 13 9.9 255 even ok
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9 C55H42N0O9sS 18.72 892.2575 17 3.6 49.2 355 even ok
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x105]
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1.59 874.2562
1.0
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" 200 400 600 800 1000 1200 1400 1600 miz
Meas. m/z # Formula Score m/z err Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
874.2562 1 C42H48N706S4 45.00 874.2543 -2.1 -2.7 7.0 225 even ok
2 C43H44N1102S4 100.00 874.2557 -0.6 -1.1 75 275 even ok
3 C46H52NO8S4 78.35 874.2570 1.0 04 1.3 215 even ok
4 CB50H44N504S3 49.58 874.2550 -14 -0.2 238 315 even ok
5 C51H40N9S3 66.47 874.2563 0.2 1.3 33.8 36.5 even ok
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11 CS50H36N905S 27.08 874.2555 -0.8 1.1 55.6 375 even ok
12 C44H44NO 18 8.49 874.2553 -1.0 1.1 84.4 235 even ok
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426.1742 1 C16H32N306S2 49.53 426.1727 -3.6 -3.4 123 25 even ok
2 C17H28N702S2 100.00 426.1740 -05 -0.3 13.9 7.5 even ok
3 C20H28NOS9 32.12 426.1759 3.8 6.2 30.0 7.5 even ok
4 C24H28NO4S 47.14 426.1734 -2.1 -1.8 326 11.5 even ok
5 C16H24N707 37.06 426.1732 -25 -0.9 379 8.5 even ok
6 C17H20N1103 51.70 426.1745 0.6 27 40.8 13.5 even ok
7 C25H24N5S 41.81 426.1747 1.1 13 453 16.5 even ok
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01.0033
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ol— b : Sy , . . 1 . - - - - T T T
200 400 600 800 1000 1200 1400 1600 miz
' Meas. m/z # Formula Score m/z err Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
862.3435 1 C43H48N1107S 48.41 862.3453 21 28 12.1 255 even ok
2 C42HB2N7011S 100.00 862.3440 05 1.2 15.8 205 even ok
3 C40H40N210S 93.51 862.3440 05 1.2 19.3 315 even ok
4 C39H44N1705S 7135 862.3427 -1.0 -04 217 265 even ok
5 C41HS56N3015S 67.70 862.3427 -1.0 -0.3 243 155 even ok
6 C49HS52NO 13 92.01 862.3433 -0.3 1.1 249 245 even ok
7 C47TH48N1102S2 64.03 862.3428 -0.8 -0.2 30.6 295 even ok
8 CB50H48N509 48.66 862.3447 13 25 323 295 even ok
9 CB50H56NO8S2 61.16 862.3442 0.8 1.4 335 235 even ok
10 C46H44N1107 35.38 862.3420 -1.8 -0.6 336 30.5 even ok
11 C47H40N1503 65.38 862.3433 -0.3 0.9 385 355 even ok
12 C51H52N504S2 20.19 862.3455 23 3.0 433 285 even ok
13 C54H48N504S 29.17 862.3422 -1.6 -04 452 335 even ok
14 CB55H44N9S 40.86 862.3435 -0.1 1.1 56.9 385 even ok
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+MS, 1.0-1.0min #(57-61)
101.0033
892.3648
1 775.3015
0.04 am— — 4 : ! ; | ‘ ) |
200 400 600 800 1000 1200 1400 1600 miz
' Meas. m/z # Formula Score m/z err Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
892.3648 1 CB50H58N308S2 62.59 892.3660 13 20 33 235 even ok
2 C47H50N1302S2 100.00 892.3646 -0.2 0.5 6.7 295 even ok
3 C46H54N906S2 43.48 892.3633 -1.7 -1.0 12.7 245 even ok
4 CB54H50N704S 48.51 892.3640 -0.9 0.3 26.0 335 even ok
5 CB58H54NO6S 22.14 892.3666 21 33 323 325 even ok
6 CB55H46N11S 46.35 892.3653 0.6 1.8 352 385 even ok
7 C49H54N3013 35.20 892.3651 04 1.8 48.0 245 even ok
8 C61HS50NOG6 17.90 892.3633 -1.7 -0.2 48.0 375 even ok
9 CB50H50N709 15.21 892.3665 19 32 50.5 295 even ok
10 C62H54NOS2 2243 892.3641 -07 -0.0 571 36.5 even ok
11 C47H42N1703 26.32 892.3651 03 1.6 57.4 355 even ok
12 C46H46N1307 16.42 892.3638 -1.2 0.1 60.5 30.5 even ok
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Meas. m/z # Formula Score m/z err Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[ppm]
810.2895 1 C45H44N704S2 100.00 810.2891 -0.6 0.1 6.8 275 even ok
2 C44H48N308S2 40.96 810.2877 22 -1.5 12.0 225 even ok
3 C46H40N11S2 69.99 810.2904 1.1 17 14.7 325 even ok
4 C52H44NO6S 51.85 810.2884 -14 -0.1 215 315 even ok
5 CB53H40N502S 65.54 810.2897 0.2 1.5 325 36.5 even ok
6 C48H44NO 11 3154 810.2909 17 3.0 36.9 275 even ok
7 C40H48N3013S 41.92 810.2902 0.9 1.6 40.3 18.5 even ok
8 C45H36N1105 51.40 810.2895 0.0 1.3 444 335 even ok
9 C46H32N150 25.08 810.2909 17 29 454 385 even ok
10 C44H40N709 23.51 810.2882 -1.6 -0.3 47.9 285 even ok
832.2714 1 C43H38N1302S2 99.03 832.2707 -0.8 -0.3 11.6 315 even ok
2 C46H46N308S2 100.00 832.2721 0.8 1.4 12.6 255 even ok
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101.0032 X 1371.5100
200 400 600 800 1000 1200 1400 1600 miz
Meas. m/z # Formula Score m/z err Mean mSigm rdb e~ N-R
[ppm] err a Conf ule
[Ppm]
686.2592 1 C31H40N709S 67.49 686.2603 1.6 27 54 155 even ok
2 C28H32N1703S 100.00 686.2589 -0.4 -0.5 6.5 215 even ok
3 C30H44N3013S 95.54 686.2589 -0.4 0.7 9.3 105 even ok
4 C2TH36N1307S 4462 686.2576 2.3 2.5 9.6 16.5 even ok
5 C38H40NO 11 59.39 686.2596 0.6 2.1 29.0 195 even ok
6 C35H32N1105 41.69 686.2582 14 0.1 316 255 even ok
7 C35H40N704S2 26.12 686.2578 -2.1 -2.1 38.7 195 even ok
8 C39H36N507 21.05 686.2609 25 4.0 39.1 245 even ok
9 C36H28N150 4264 686.2596 0.6 2.0 41.9 30.5 even ok
10 C36H36N11S2 41.32 686.2591 -0.1 -0.2 474 245 even ok
11 C39H44NO6S2 20.95 686.2605 1.8 1.8 50.0 185 even ok
12 C43H36N5028S 19.74 686.2584 1.1 0.0 60.5 28.5 even ok
13 C51H32N3 533 686.2591 -0.2 14 100.3 375 even ok
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750.2686 1 C43H40N702S2 100.00 750.2679 -0.9 -0.1 15.6 275 even ok
2 C39H40N707S 43.49 750.2704 24 33 22.1 235 even ok
3 C47H44NO4S2 33.53 750.2706 27 35 275 26.5 even ok
4 C38H44N30O11S 82.66 750.2691 0.6 15 29.0 185 even ok
5 C36H32N170S 81.46 750.2691 0.6 14 29.8 29.5 even ok
6 C50H40NO4S 48.76 750.2673 -1.8 -0.4 30.1 315 even ok
7 C46H40NO9 55.53 750.2698 15 2.9 31.0 275 even ok
8 C43H32N1103 74.82 750.2684 -0.3 1.1 376 335 even ok
9 C42H36N707 35.42 750.2671 -2.1 -0.7 38.0 285 even ok
10 C51H36N5S 72.40 750.2686 -0.0 1.3 416 36.5 even ok
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[ 6.5P2-2-4_12.pdf - Adobe Acrobat Reader (64-
Fle Edt View Sgn Window Help

-bit)

Home Tools 423864130_SSK.pdf 1_SP2-1-1_schemo... 5_SP2-2-3_9.pdf 4_SP2-2-2_11.pdf 6_SP2-2-4_12.pdf x
w® L 8 Q Tt R MO = B9 B2 lQ
Intens. | +MS, 1.0-1.0min #(57-61)|
x105]
*J101.003
1 778.2995
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' Meas. m/z # Formula Score m/z err  Mean mSig rdb e~ N-R
[ppm] err ma Conf ule
[Ppm]
778.2995 1 C45H44N702S2 100.00 778.2992 -0.4 0.3 11.6 27.5 even ok
2 C52H44NO4S 65.71 778.2986 -1.3 0.0 15.2 31.5 even ok
3 C44H48N306S2 40.21 778.2979 -2.1 -1.4 19.1 225 even ok
4 C53H40NS5S 71.90 778.2999 04 1.7 26.4 36.5 even ok
5 C48H44NO9 29.43 778.3011 1.9 33 36.2 27.5 even ok
6 C45H36N1103 52.31 778.2997 02 15 420 33.5 even ok
7 C44H4ON7O7 26.59 778.2984 -1.5 -0.2 475 28.5 even ok
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628.2275 1 C30H38N506S2 46.55 628.2258 -2.8 -2.9 10.2 145 even ok
2 C31H34N902S2 100.00 628.2271 -0.6 -0.8 11.2 19.5 even ok
3 C38H34N304S 49.96 628.2265 1.7 -0.4 27.0 235 even ok
4 C34H34N309 35.94 628.2290 23 4.1 323 19.5 even ok
5 C39H30N7S 60.40 628.2278 04 1.7 36.6 28.5 even ok
6 C31H26N1303 60.93 628.2276 0.1 1.9 392 255 even ok
7 C30H30N9O7 32.30 628.2263 -2.0 -0.2 39.9 20.5 even ok
8 C46H30NO2 23.08 628.2271 -0.7 1.2 65.1 325 even ok
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3 C34H44NO8S2 44.60 658.2503 23 21 13.5 135 even ok
4 C37H40NOS8S 3347 658.2469 -29 -1.5 14.2 18.5 even ok
5 C38H36N504S 60.74 658.2483 -0.8 0.5 247 235 even ok
6 C34H36N509 2043 658.2508 3.0 4.8 336 19.5 even ok
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9 C31H28N1503 39.25 658.2494 0.9 27 40.7 255 even ok
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11 C46H32N302 23.97 658.2489 0.2 20 63.8 325 even ok
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