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Figure S1. 'H-NMR (400 MHz, DMSO-ds) spectrum of 1.
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Figure S2. ’C-NMR (400 MHz, DMSO-ds) spectrum of 1.
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Figure S3. HRMS spectrum of 1.
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Figure §5. 3C-NMR (400 MHz, DMSO-ds) spectrum of 2.
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Figure S6. HRMS spectrum of 2.
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Figure S7.'H-NMR (400 MHz, DMSO-ds) spectrum of 3.
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Figure S8.13C-NMR (400 MHz, DMSO-ds) spectrum of 3.
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Figure S9. HRMS spectrum of 3.
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Figure S10. 'H-NMR (400 MHz, DMSO-ds) spectrum of 4.
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Figure S11. BC-NMR (400 MHz, DMSO-ds) spectrum of 4.
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Figure S12. HRMS spectrum of 4.
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Figure S13. 'H-NMR (400 MHz, DMSO-ds) spectrum of 5.
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Figure S§14. BC-NMR (400 MHz, DMSO-ds) spectrum of 5.
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Figure S15. HRMS spectrum of 5.
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Figure S16.'H-NMR (400 MHz, DMSO-ds) spectrum of 6.
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Figure S17. 3C-NMR (400 MHz, DMSO-ds) spectrum of 6.
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Figure 518. HRMS spectrum of 6.
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Figure 521. HRMS spectrum of 7.
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Figure §23. 3C-NMR (400 MHz, DMSO-ds) spectrum of 8.
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Figure S24. HRMS spectrum of 8.
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Figure 526. 3C-NMR (400 MHz, DMSO-ds) spectrum of 9.
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Figure 527. HRMS spectrum of 9.
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Figure S31. 3C-NMR (400 MHz, DMSO-ds) spectrum of 11.
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Figure $32. HRMS spectrum of 11.
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Figure $38. HRMS spectrum of 13.
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0.2 684.2030
270.0636 TeenTer
0 L. Y LT
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz err  Mean mSig rdb e~ N-R
[ppm] e ma Conf ule
[ppm]
389.1013 1 C18H1BCIN4O4 100.00 388.1011 0.4 0.2 1.9 11.5  even ok

Figure S41. HRMS spectrum of 14.
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Figure 543.3C-NMR (400 MHz, DMSO-ds) spectrum of 15.
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+MS, 0.8-1.1min #(54-83))

x108
3 4230818
2]
1
860.0063
230.2477 510.1838
0 L..L L\. [ |.l A L . I. 129111544
200 400 600 800 1000 1200 1400 miz
Meas. miz # Formula Score miz err Mean mSigm rdb & N-R
[ppm] e a Conf ule
[ppm)
423.0619 1 C18H17TCIZN4C4 100.00 423.0621 05 0.6 B4 115 even ok

Figure S44. HRMS spectrum of 15.
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Figure S45.'H-NMR (400 MHz, DMSO-ds) spectrum of 16.
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Figure S46. 3C-NMR (400 MHz, DMSO-ds) spectrum of 16.

Intens +MS, 0.9-1.1min #(55-65]
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el Lnl‘.ull..LL TR T 1| 57,1744 i

200 400 800 800 1000 1200 1400 miz

Meas. m/z # Formula Score miz er  Mean mSigm rdb e N-R

[ppm] e a Conf ule

[ppm]
405.0784 1 C16HEN1004 40.04 405.0803 48 48 16.8 17.5 even ok
2 C18H18CIN40O3S 100.00 405.0783 -0.4 -0.0 202 115 even ok

Figure S47. HRMS spectrum of 16.
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Figure S48.'H-NMR (400 MHz, DMSO-ds) spectrum of 17.
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Figure 549.3C-NMR (400 MHz, DMSO-ds) spectrum of 17.
Intens, +MS, 0.9-1.1min #(54-63)
x108: (!
145,0524
0.75°
342.0533
0.50
025
71
0.00: ll l 6\10785 . |
200 400 600 800 1000 1200 1400 miz
Meas. m/z # Formula Score miz err Mean mSigm rdb e~ N-R
[ppm] err a Conf ule
[ppm]
145.0524 1 C4HON4S 10000 1450542 08 04 161 25 even ok
2 CEH10CIN2 024 1450527 -115  -107 1429 25 even ok
3420523 1 C10HINBO7 10000 3420607 13 16 131 95 even ok
2 C11H5N1003 4361 3420541 54 57 153 145 even ok
3 C8H18CIO1 8486 3420532 28 36 219 05 even ok
4 COH13N2011 6403 3420514 28  -25 223 45 even ok
5 C12H18CIO6S 4203 3420507 49 44 26 35 even ok
6 C13H14CIN4O2S 8492 3420521 08 03 245 85 even ok
7 C21H10CIN2 4520 3420527 12 18 462 175 even ok
347.0340 1 C11HBCIN10S 10000  347.0337 08 05 114 125 even ok
2 C10H12CINGO4S 4505 3470324 47 44 135 75 even ok

Figure S50. HRMS spectrum of 17.
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Figure S51. 'H-NMR (400 MHz, DMSO-ds) spectrum of 18.
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Figure §52. 3C-NMR (400 MHz, DMSO-ds) spectrum of 18.
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[ppm] e a Conf ule
lppm]
325.0518 1 C10HENGEO7 9025  325.0527 25 28 13.2 95 even ok
2 C12H18CIOES 6047 3250507 37 32 221 35 even ok
3 C8H18CIOMN 5588  325.0532 4.0 48 225 0.5 even ok
4 CO9H13INZ2OM 85.96 3250514 =16 1.3 227 45 even ok
5 C13H14CIN4O2S 100.00  325.0821 0.4 09 237 B5 even ok

Figure §53. HRMS spectrum of 18.
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Figure S54.'H-NMR (400 MHz, DMSO-ds) spectrum of 19.
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Figure S55. BC-NMR (400 MHz, DMSO-ds) spectrum of 19.

Intens. +MS, 0.9-1.1min #(56-63),
x105]
54 389.1014
49
3]
2
" L 781.1664
256.0368
. 102.’273 el i 5351647 aally 11492772
200 400 800 800 1000 1200 1400 miz
Meas. miz # Formula Score miz er Mean mSig rdb & N-R
[ppm] err ma Conf ule
[ppmi
371.0007 1 C1TH20CIO7 49.35 371.0892 4.1 4.2 20.7 7.5 even ok
2 C18H18CIN4Q3 100.00 371.0905 05 -0.6 218 125  even ok

Figure S56. HRMS spectrum of 19.
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Figure S57.'H-NMR (400 MHz, DMSO-ds) spectrum of 20.
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Figure §58. 3C-NMR (400 MHz, DMSO-ds) spectrum of 20.
Intens. +MS, 0.8-1.0min #(54-62)
x1084
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oz £84.2030
7985.1102
ool Uy L PR S Y W 1183,1708
: 200 400 500 800 1000 1200 1400 mz
Meas. m/iz # Formula Score miz er Mean mSigm rdb & N-R
[ppm] err a Conf ule
lppm)
387.0679 1 C16HTN1003 4336 387.0697 48 50 157 185 even ok
2 C15H1INGO7 87.28  387.0684 13 16 210 135 aewn ok
3 CI8H16CIN4O2S 10000  387.0877 04 0.1 22 125 ewn ok

Figure 559. HRMS spectrum of 20.
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Figure $60.'H-NMR (400 MHz, DMSO-ds) spectrum of 21.
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Figure S61. BC-NMR (400 MHz, DMSO-ds) spectrum of 21.
Intens +MS, 0.9-1.1min #(53-63)
x108
0.8
145.0544 326.0623
0.6
0.44 218.0530
0.24
71.0788
00 . L l 536.1850 | | 9971214 132116084
200 400 600 800 1000 1200 1400 miz
Meas. miz # Formula Score miz err  Mean mSigm rdb e N-R
lppm] e a Conf ule
lppm]
325.0523 1 C10H9NEO7 100.00 325.0527 12 15 133 95 even ok
2 C11H5N1003 4482 325.0541 53 586 146 145 even ok
3 C12H18CIOES 41.99 325.0507 -50 -45 218 35 even ok
4 C8H13N2O0M 62.21 325.0514 29 286 230 45 aven ok
5 C8H1igcCiO1 83.70 325.0532 27 35 230 -0.5  even ok
6 C13H14CIN4O2S 88.11 325.0521 08 04 233 85 even ok

Figure $62. HRMS spectrum of 21.
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Figure S63.'"H-NMR (400 MHz, DMSO-ds) spectrum of 22.
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Figure S64. 3C-NMR (400 MHz, DMSO-ds) spectrum of 22.

Intens +MS, 0.6-1.2min #(51-69]
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297168 . 1267.2653
200 400 800 800 1000 1200 400 miz
Meas.miz # Formula Score miz er Mean mSigm rdb e N-R
[ppm] err a Conf ule
[ppm]
4150098 1 C20H20CIN402S 10000 4150080 22 16 81 125 ewn ok

Figure 565. HRMS spectrum of 22.
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Figure S66.'H-NMR (400 MHz, DMSO-ds) spectrum of 23.
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Figure S67. 3C-NMR (400 MHz, DMSO-ds) spectrum of 23.

Intens, +MS, 0.8-1.2min #(50-70)
x108
3

473.1054
5]
1+
‘ \ 945.2031
. L L |

200 400 800 800 1000 1200 1400 miz

Meas. m/z # Formula Score miz err Mean mSigm rdb e N-R

[ppm] err a Conf ule

[ppm]

473.1054 1 C15H14CIN1403 10000 473408 06 1.0 58 155 ewen ok

2 C18H22CIN4O¢ 4337 473.1070 34 39 10.2 95 even ok

3 C14H18CIN1007 5502 4731043 23 18 180 105 even ok

4 C17TH26CIO13 7895 4731086 06 11 18.0 45 even ok

5 C1BHON1603 3799 4731038 .33 31 190 205 even ok

8 C19H1TNBOS 7481 4734082 04 02 20 145 ewen ok

7 C18H21N2013 3389 4731038 33 29 245 95 even ok

8 C20H13N1005 3856 473.1065 24 28 304 195 even ok

9 C22H22CIN404S LT 4731045 19 -18 367 135 even ok

Figure S68. HRMS spectrum of 23.
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Figure S69.'H-NMR (400 MHz, DMSO-ds) spectrum of 24.
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Figure S70. 3C-NMR (400 MHz, DMSO-ds) spectrum of 24.

Intens +MS, 0.9-1.1min #(51-67)
x108]
1 505.1095
125 240.1494
1.004
0.75]
0.50
0.254102.1277 { 1009.2117
0.00 L Lo 1) Loy 44808 L 1
200 400 600 800 1000 1200 1400 miz
Meas. miz # Formula Score miz err  Mean mSigm rdb & N-R
[ppm] e a Conf ule
[ppm]
605.1005 1 C18H14CIN1402 59.18 505.1107 24 286 199 195 even ok
2 C18H18CINIDOE 100.00 505.1084 02 0.0 217 145 even ok
3 C18H13N1206 3280 505.1076 38 a7 240 195 aven ok
4 C21H26CI012 50.50 505.1107 24 27 267 85 even ok
5 C22H21N2012 70.24 505.1088 42 10 275 135 sven ok
& C17TH22CINBEO 10 4234 505.1080 -2.8 27 281 95 even ok
7 C20HON18O2 88,63 505.1089 12 11 283 245 even ok
8 C23H17TNEOSB 83.56 505.1102 15 16 288 185 even ok
9 C25H26CIOTS 30.33 505.1082 25 25 452 125 even ok
10 C26H22CIN4O3S 49.56 505.1098 0.1 0.1 495 175 even ok

Figure S71. HRMS spectrum of 24.
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Figure S73. BC-NMR (400 MHz, DMSO-ds) spectrum of 25.
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0 waddbodo LG Ald L . : 1
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Meas. m/z # Formula Score miz emr Mean mSigm rdb e~ N-R
[ppm] err a Conf ule
[ppm)
539.0708 1 C19H13CIZN1402 8160  538.0717 21 22 207 19.5 even ok
2 C25H25CI207S 50.91 539.0893 -25 -2.3 243 125 even ok
3 C26H21CI2ZN4038 100.00  539.0708 0.0 0.1 247 175 even ok

Figure S74. HRMS spectrum of 25.
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Figure S75."H-NMR (400 MHz, DMSO-ds) spectrum of 26.
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Figure S76. 3C-NMR (400 MHz, DMSO-ds) spectrum of 26.
Intens. | +MS, 0.8-1.0min #(50-59)
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0 i'llzafm‘s | \ 713.1210814.2413
200 400 600 BOO 1000 1200 1400 miz
Meas. m/z # Formula Score miz emr Mean mSigm rdb & N-R
[epm] err a Conf ule
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550.0045 1 C26H21CINSOSS 100.00 550.0046 03 0.3 "7 185 even ok

Figure S77. HRMS spectrum of 26.
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