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Figure S-1.13CNMR of compound 3



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

1162 formula(e) evaluated with 15 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-5 0:0-12 S:0-1 Br:0-1

Salem/Abdelrahman Sample #40
T03261906 17 (0.611) Cm (16:24) 1: TOF MS ES+
4.84e+004
377.0141
100 378.0170 338.9957 414.9699
%% 358.9334365.1397 372.9995 ‘ | ‘ ' 394.0396 ‘ | ‘ 399.9995 ‘ ‘ 416.9682 424.9759 435.0811 445.0014447 282}4
O e e e e e e e e e e e e e MY Z

350 355 360 365 370 375 380 38 390 395 400 405 410 415 420 425 430 435 440 445 450

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

375.0154 375.0154 0.0 0.0 22.5 971.7 28.2 C21 H3 N4 04
375.0151 0.3 0.8 2.5 959.2 15.6 C8 H16 N4 08 Br
375.0167 -1.3 -3.5 10.5 943.5 0.0 Ci7 H16 N2 O S Br
375.0141 1.3 3.5 17.5 971.7 28.2 C20 H7 08
375.0138 1.6 4.3 -2.5 959.7 16.2 C7 H20 012 Br
375.0134 2.0 5.3 8.5 963.4 19.8 Cl12 H11 N2 010 S
375.0175 -2.1 -5.6 12.5 964.5 20.9 Ci7 H11 08 S
375.0133 2.1 5.6 15.5 955.8 12.3 C20 H12 N2 O Br
375.0126 2.8 7.5 6.5 951.2 7.7 Cl2 H16 N4 03 S Br
375.0185 -3.1 -8.3 -2.5 955.9 12.4 C5 H20 N4 08 S Br
375.0188 -3.4 -9.1 17.5 964.3 20.7 Ci18 H7 N4 04 S
375.0192 -3.8 -10.1 6.5 957.6 14.1 C13 H16 N2 06 Br
375.0116 3.8 10.1 21.5 965.4 21.8 C24 H7 03 S
375.0113 4.1 10.9 1.5 953.1 9.6 C11 H20 O7 S Br
375.0195 -4.1 -10.9 26.5 972.3 28.8 C26 H3 N2 02

Br
CN O

(|93

Figure S-2. HRMS of compound 3
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

1158 formula(e) evaluated with 15 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-5 0:0-12 S:0-1 Br:0-1

Salem/Abdelrahman Sample #41
T03261914 9 (0.322) Cm (4:13) 1: TOF MS ES-
4.21e+004
372.9998

100
‘ 376.0016 388.9788
|

%
D i 343.0081 351.2199 3032213 368.9745 | 390.9875 404.9708416.9480450,9755 925.256036 97544400101
G 008 851 2190 e e a0 A36.07544400191

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

372.9998 372.9998 0.0 0.0 23.5 928.9 33.7 C21 H N4 04
372.9995 0.3 0.8 3.5 916.0 20.8 C8 H14 N4 08 Br
373.0010 -1.2 -3.2 11.5 895.2 0.0 Cl7 H14 N2 O S Br
372.9984 1.4 3.8 18.5 928.9 33.7 C20 H5 08
372.9982 1.6 4.3 -1.5 916.4 21.2 C7 H18 012 Br
373.0018 -2.0 -5.4 13.5 922.4 27.2 Ci7 H9 08 S
372.9978 2.0 5.4 9.5 921.6 26.5 Cl12 H9 N2 010 S
372.9976 2.2 5.9 16.5 912.9 17.7 C20 H10 N2 O Br
372.9970 2.8 7.5 7.5 905.0 9.8 Cl2 H14 N4 03 S Br
373.0029 -3.1 -8.3 -1.5 911.7 16.6 C5 H18 N4 08 S Br
373.0032 -3.4 -9.1 18.5 922.3 27.1 Ci8 H5 N4 04 S
373.0035 -3.7 -9.9 7.5 913.8 18.6 C13 H14 N2 06 Br
372.9959 3.9 10.5 22.5 923.3 28.1 C24 H5 03 S
373.0038 -4.0 -10.7 27.5 929.5 34.3 C26 H N2 02
372.9957 4.1 11.0 2.5 906.1 11.0 Ci11 H18 07 S Br

N

Br

(PN

Figure S-4. HRMS of compound 4
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Figure S-5. IHNMR of compound 5



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

1158 formula(e) evaluated with 15 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-5 0:0-12 S:0-1 Br:0-1

Salem/Abdelrahman Sample #42
T03261912 23 (0.803) Cm (5:26) 1: TOF MS ES-
4.62e+004
100 373.0004.374.9991
o 376.0026 388.9838 409.0200
/ﬁ 3532004 357:0120 361.9846365 974 W “ | 386.9796 [ 390.9924 407 9776 404.9849 4209854 422.9900
R e R R e B B A B =T I RS

350.0 355.0 360.0 365.0 370.0 375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

373.0004 373.0010 -0.6 -1.6 11.5 990.8 0.0 Cl7 H14 N2 O S Br
372.9998 0.6 1.6 23.5 1027.4 36.7 C21 H N4 04
372.9995 0.9 2.4 3.5 1015.5 24.7 C8 H14 N4 08 Br
373.0018 -1.4 -3.8 13.5 1021.7 31.0 Ci7 H9 08 S
372.9984 2.0 5.4 18.5 1027.4 36.6 C20 H5 08
372.9982 2.2 5.9 -1.5 1016.0 25.2 C7 H18 012 Br
373.0029 -2.5 -6.7 -1.5 1010.1 19.3 C5 H18 N4 08 S Br
372.9978 2.6 7.0 9.5 1021.2 30.4 Cl12 H9 N2 010 S
373.0032 -2.8 -7.5 18.5 1021.6 30.8 Cl18 H5 N4 04 S
372.9976 2.8 7.5 16.5 1011.9 21.1 C20 H10 N2 O Br
373.0035 -3.1 -8.3 7.5 1013.2 22.5 C13 H14 N2 06 Br
373.0038 -3.4 -9.1 27.5 1028.0 37.2 C26 H N2 02
372.9970 3.4 9.1 7.5 1003.4 12.6 Cl2 H14 N4 03 S Br
372.9959 4.5 12.1 22.5 1022.5 31.7 C24 H5 03 S
372.9957 4.7 12.6 2.5 1004.9 14.2 Ci11 H18 07 S Br

N

Br

(19

Figure S-6. HRMS of compound 5
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Figure S-7. IHNMR of compound 6
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Figure S-8. 13CNMR of compound 6



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

221 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-10 S:1-1 I:11-1

Salem/Abdelrahman Sample #12
T01281947a 12 (0.433) Cm (6:23) 1: TOF MS ES+
9.47e+004
100 so1 2838409.0229
. 410.0268
140.0816 207.;.589 283.%263“ 361.03627‘ ‘K | 471.0254 632.0026 673.4064703'4159 798.5908 839.0245 901.0132 '766m/z
R o o L A e s R e SR SRR R R RS R SE R AiAman

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

409.0230 409.0235 -0.5 -1.2 9.5 844.0 0.0 Cl7 H18 N2 S 1
409.0254 -2.4 -5.9 -3.5 856.6 12.6 C5 H22 N4 07 S 1
409.0195 3.5 8.6 5.5 851.3 7.2 Cl12 H18 N4 02 s 1
409.0182 4.8 11.7 0.5 852.4 8.3 Ci11 H22 06 S 1

f=)

Figure S-9. HRMS of compound 6
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Figure S-10. 13CNMR of compound 7



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

539 formula(e) evaluated with 9 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0:0-10 S:1-1 Br:0-1

Salem/Abdelrahman Sample #10
T01281939 5 (0.178) Cm (4:10) 1: TOF MS ES+
6.27e+003
100 361.0360 363.0353
% 360.0296 364.0377
(‘)’ 332.1670  339.1393 344.8761 350.8939 NI/ 368.1807 S/ 00310 383.0187.385.0165 394 1005 400.5211
i e RS RGN WP MM o £t 4 A

330.0 335.0 340.0 345.0 350.0 355.0 360.0 365.0 370.0 375.0 380.0 385.0 390.0 395.0 400.0

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

361.0361 361.0355 0.6 1.7 12.5 544 .8 7.4 Cl13 H9 N6 O5 S
361.0374 -1.3 -3.6 9.5 537.8 0.4 C17 H18 N2 S Br
361.0342 1.9 5.3 7.5 544 .9 7.5 C12 H13 N2 09 S
361.0382 -2.1 -5.8 11.5 545.0 7.6 Ci7 H13 07 S
361.0334 2.7 7.5 5.5 538.9 1.5 Cl2 H18 N4 02 S Br
361.0393 -3.2 -8.9 -3.5 540.8 3.4 C5 H22 N4 07 S Br
361.0395 -3.4 -9.4 16.5 544 .9 7.5 Ci8 H9 N4 03 S
361.0323 3.8 10.5 20.5 544.7 7.2 C24 H9 02 S
361.0320 4.1 11.4 0.5 540.0 2.6 Cl1 H22 06 S Br

IN

Br

Figure S-11. HRMS of compound 7
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Figure S-12. IHNMR of compound 8
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

539 formula(e) evaluated with 9 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0:0-10 S:1-1 Br:0-1

Salem/Abdelrahman Sample #9
T01281934c 19 (0.679) Cm (5:22) 1: TOF MS ES+
1.30e+005
100 361.0364363.0345
9 364.0385
ﬁ 327.1400 334.1859_336.2019 347.0191 349.0201 090216 W ‘ ‘ ‘ 368.1788 377 0316.379.0309 381.0225 380.2679
LS00 83188 30 S A A O S e A e o e e 209 381.0220 389,267

325.0 330.0 335.0 340.0 345.0 350.0 355.0 360.0 365.0 370.0 375.0 380.0 385.0 390.0

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

361.0363 361.0355 0.8 2.2 12.5 1041.0 28.2 Cl13 H9 N6 O5 S
361.0374 -1.1 -3.0 9.5 1012.8 0.0 C17 H18 N2 S Br
361.0382 -1.9 -5.3 11.5 1041.7 29.0 C17 H13 07 S
361.0342 2.1 5.8 7.5 1041.0 28.2 C12 H13 N2 09 S
361.0334 2.9 8.0 5.5 1024.5 11.7 Cl2 H18 N4 02 S Br
361.0393 -3.0 -8.3 -3.5 1031.0 18.2 C5 H22 N4 07 S Br
361.0395 -3.2 -8.9 16.5 1041.7 28.9 Ci8 H9 N4 03 S
361.0323 4.0 11.1 20.5 1042.6 29.9 C24 H9 02 S
361.0320 4.3 11.9 0.5 1025.5 12.8 Cl1 H22 06 S Br

Br

100

Figure S-14. HRMS of compound 8
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Figure S-15. IHNMR of compound 9
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

384 formula(e) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #16
T01311907a 10 (0.356) Cm (9:16) 1: TOF MS ES+
2.88e+004
100 361'036::64 0388
% .
ﬁ 313.0798  331.0854 3401493350 5993990226 | |/ 3830201 303.0226_ 10192 4193161 4901955 4a12090
R AR A E e e A R B B I R S B e RS EREEAES S
300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
Minimum: -5.0
Maximum: 5.0 15.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
361.0366 361.0374 -0.8 -2.2 9.5 744 .4 0.0 Cl7 H18 N2 S Br
361.0355 1.1 3.0 12.5 759.5 15.1 Cl13 H9 N6 05 S
361.0395 -2.9 -8.0 16.5 760.2 15.9 Ci8 H9 N4 03 S
361.0334 3.2 8.9 5.5 749.0 4.6 Cl12 H18 N4 02 S Br
361.0323 4.3 11.9 20.5 761.2 16.8 C24 H9 02 S
361.0320 4.6 12.7 0.5 750.4 6.0 Cl11 H22 06 S Br
N
S NH
Br

Figure S-17. HRMS of compound 9
S-19
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Figure S-18. IHNMR of compound 10
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

478 formula(e) evaluated with 8 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-10 F:0-1 S:1-1

Salem/Abdelrahman Sample #15
T01311904a 9 (0.322) Cm (9:14) 1: TOF MS ES+
3.33e+004
301.1174
1?; 299.1020 323.0990
o 269.1453 ' 303.1190 | 324.1028 364.1264 391.0869  413.26614°12333 453 0584 470.1437 4906570 iz
S,y 1 K ANV etk 1t it /8 £ SN 71 A M S S L S LA STV

250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

301:1171 301.1168 0.3 1.0 -4.5 805.2 5.6 C7 H25 010 S
301.1175 -0.4 -1.3 9.5 799.9 0.2 Cl7 H18 N2 F S
301.1182 -1.1 -3.7 0.5 804.4 4.7 C8 H21 N4 06 S
301.1193 -2.2 -7.3 -3.5 805.9 6.2 C5 H22 N4 07 F S
301.1142 2.9 9.6 -3.5 807.0 7.3 C3 H21 N6 08 S
301.1135 3.6 12.0 5.5 803.3 3.6 Cl12 H18 N4 02 F S
301.1123 4.8 15.9 9.5 801.5 1.8 Cl5 H17 N4 O S
301.1121 5.0 16.6 0.5 803.8 4.2 Cl1 H22 06 F S

F

i
\ NH

Figure S-20. HRMS of compound 10
S-22
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Figure S-21. 1HNMR of compound 11
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Figure S-22. 13CNMR of compound 11



Elemental Composition Report

Single Mass Analys

is

Tolerance = 5.0 mDa / DBE: min =-5.0, max = 100.0

Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even

Electron lons

835 formula(e) evaluated with 11 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-100 H:1-200 N:0-5 0O:0-12 S:0-2

Salem/Abdelrahman Sample #38
T03251908a 9 (0.322) Cm (8:15) 1: TOF MS ES+
3.77e+004
100 333.11-;]4-181449 473.2048
9 331.1259 : )
/ﬁ 253.1363 (. 3s3ioea | 91970 610.1870663.2640 687.2609 7582244 B27.3275 g5 p560 9673025
B AR B e AR I e e L S X B e e
200 250 300 350 400 450 500 550 600 650 800 850 900 950 1000
Minimum: -5.0
Maximum: 5.0 15.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
333.1418 333.1419 -0.1 -0.3 3.5 861.3 12.2 Cl13 H25 N4 02 S2
333.1425 -0.7 -2.1 12.5 849.0 0.0 C21 H21 N2 S
333.1410 0.8 2.4 4.5 872.1 23.1 Cl12 H21 N4 07
333.1406 1.2 3.6 -1.5 862.9 13.9 C12 H29 06 S2
333.1397 2.1 6.3 -0.5 872.6 23.6 Cl1 H25 011
333.1444 -2.6 -7.8 -0.5 863.2 14.1 C9 H25 N4 07
333.1392 2.6 7.8 17.5 870.9 21.9 C24 H17 N2
333.1450 -3.2 -9.6 8.5 871.1 22.1 C17 H21 N2 05
333.1385 3.3 9.9 8.5 857.0 7.9 Cl6 H21 N4 02 S
333.1459 -4.1 -12.3 7.5 859.5 10.5 C18 H25 N2 S2
333.1372 4.6 13.8 3.5 860.9 11.9 Cl15 H25 06 S
)
S NH

Figure S-23. HRMS of compound 11

S-25
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Figure S-24. 1HNMR of compound 12
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Figure S-25. 13CNMR of compound 12
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Figure S-26. 1HNMR of compound 13
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Figure S-27. 13CNMR of compound 13



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

416 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #25
T01311943a 7 (0.255) Cm (5:13) 1: TOF MS ES+
1.39e+004
100 392.0252
%] 350.8928 370:3220 389.0143 393.0280399.2508 414.0077
: 360.9190 | | ,| 373.9229 : L 421.2335  430.1944  439.4503 449.0052

O e L e e A A e e e e e i 1117
350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

390.0275 390.0276 -0.1 -0.3 10.5 579.4 0.0 Cl7 H17 N3 O S Br
390.0297 -2.2 -5.6 17.5 613.7 34.4 Ci8 H8 N5 04 S
390.0235 4.0 10.3 6.5 593.6 14.3 Cl12 Hi17 N5 03 S Br

i

NH

Figure S-28. HRMS of compound 13
S-30
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Figure S-29. 1HNMR of compound 14



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

339 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #32
T01311970a 7 (0.255) Cm (5:13) 1: TOF MS ES+
4.27e+004
326.1321

100 348.1142

o

i 253.0782 288.9226 318.0585“327'1358 ‘ 349.1176 896.1688  410.0846 441.1405 4P11130 428 0729 486-867°m/2
A2 3 M £ .1 A a1 D . <4V A 1.2 22D

250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

326.1320 326.1327 -0.7 -2.1 10.5 730.1 0.0 C18 H20 N3 O S
326.1287 3.3 10.1 6.5 740.9 10.9 C13 H20 N5 03 S

CH,

Figure S-30. HRMS of compound 14
S-32
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Figure S-31. 1HNMR of compound 15
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Figure S-32. 13CNMR of compound 15



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

359 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #26
T01311947 7 (0.255) Cm (4:12) 1: TOF MS ES+
3.74e+004
342.1266
100 364.1090
%
o3 2020790 288.9233 325.1340 343.1302 | 365.1122 381 6126 426.0796432.0994  467.1066 494.0680
72— .S I T LU | AN oy M2 -1 B 1R8] 1= Coc U S L1 £ 1 S - L

260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500

Minimum: -5.0
Maximum: 5.0 15.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
342.1267 342.1276 -0.9 -2.6 10.5 656.1 0.0 C18 H20 N3 02 S
342.1236 3.1 9.1 6.5 667.2 11.0 C13 H20 N5 04 S
342.1316 -4.9 -14.3 14.5 665.9 9.7 C23 H20 N S
/N
N >—NH
NH

Chemical Formula: C,gHgN30O5S

15

Figure S-33. HRMS of compound 15
S-35
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Figure S-34. 1HNMR of compound 16
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Figure S-35. 13CNMR of compound 16



Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

388 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #27
T01311951 7 (0.255) Cm (6:16) 1: TOF MS ES+
4.42¢+004
100 368.1784
369.1819 390.1605
% 3252268 -
o] 3131282 ) 347.2092 3671716 |, i 407.6640 430.1944 452,1317  470.1400 4931570
N L B, S ST

300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500

Minimum: -5.0

Maximum: 5.0 15.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

368.1784  368.1797 -1.3 -3.5 10.5 666.0 0.0 C21 H26 N3 O S
368.1756 2.8 7.6 6.5 679.8 13.8 Cl6 H26 N5 03 S
368.1735 4.9 13.3 -0.5 700.0 34.1 Ci15 H35 N3 S Br

/I

N NH

S NH
s

16

Chemical Formula: Cy4H»5N30S

Figure S-36. HRMS of compound 16
S-38
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Figure S-37. IHNMR of compound 17
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -5.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

339 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-100 H:1-200 N:0-6 0O:0-6 S:1-1 Br:0-1

Salem/Abdelrahman Sample #30
T01311962 7 (0.255) Cm (4:12) 1: TOF MS ES+
4.48e+004
100 R 348.1139
o .
L 259444 ygg ggpy 298.3402 ] | _350.1129 387.0799  410.0848 #18879943) 0660  472.1994478.0709494.0379
L L AALaaaaa b L by L e At R Lt e i AT
260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500
Minimum: -5.0
Maximum: 5.0 15.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
326.1317 326.1327 -1.0 -3.1 10.5 675.9 0.0 C18 H20 N3 O S
326.1287 3.0 9.2 6.5 689.9 14.0 C13 H20 N5 03 S

I
| 2

17

Figure S-39. HRMS of compound 17 S-a1
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