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Figure S1. '"H-NMR (400 MHz) spectrum of compound 6 in CDCls.
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Figure S2. '"H-NMR (400 MHz) spectrum of compound 7 in CDCls.
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Figure S3. '"H-NMR (400 MHz) spectrum of compound 8a in CDCls.

EEREEERE R L L L
AR A

MeO, 1

17)=
9 Br
o/ 0N/
20
1= 21
MeO.. 7/\ ) /

J TJ; 12\13”

MeQ ﬁ\[s \m

OMe O
EazEs FEEEEE ZAHE  HE
VSNT7 N Y

| |
'|| |
J J x i JL

2% 1.8 7.5 7.0 7.3 720 1.5
£1 (ppm)

426

Zam
18
]

—153

o
<

e

X
AN
oy
X
I

oL
x
r

3.02
3.00
3.04
2.84

3.02
1.00
— 4 1.04
0.91
0.88—

1 (ppm)

Figure S4. 'H-NMR (400 MHz) spectrum of compound 8b in CDCl:.
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Figure S5. '"H-NMR (400 MHz) spectrum of compound 8¢ in CDCls.
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Figure S6. 'H-NMR (400 MHz) spectrum of compound 8d in CDCls.
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Figure S7. '"H-NMR (400 MHz) spectrum of compound 8e in CDCl3
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Figure S8. 'H-NMR (400 MHz) spectrum of compound 8f in CDCl3.
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Figure S9. 'H-NMR (400 MHz) spectrum of compound 8g in CDCls.
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Figure S10. 'H-NMR (400 MHz) spectrum of compound 9a in CDCls.
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Figure S11. 'TH-NMR (400 MHz) spectrum of compound 9b in CDCls.
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Figure S12. 'H-NMR (400 MHz) spectrum of compound 9¢ in CDCl3.
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Figure S13. '"H-NMR (400 MHz) spectrum of compound 9d in CDCl;.
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Figure S14. 'H-NMR (400 MHz) spectrum of compound 9e in CDCl3.
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Figure S16. >*C-NMR (125 MHz) spectrum of compound 6 in DMSO-ds.
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Figure S17. 3C-NMR (125 MHz) spectrum of compound 7 in DMSO-d.
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Figure S18. >*C-NMR (125 MHz) spectrum of compound 8a in CDCls.
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Figure S19. 3C-NMR (125 MHz) spectrum of compound 8b in CDCls.
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Figure S20. >*C-NMR (125 MHz) spectrum of compound 8¢ in CDCls.
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Figure S21. 3C-NMR (125 MHz) spectrum of compound 8d in CDCls.
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Figure S22. >*C-NMR (125 MHz) spectrum of compound 8e in CDCls.
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Figure S23. 3C-NMR (125 MHz) spectrum of compound 8f in CDCls.
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Figure S24. >*C-NMR (125 MHz) spectrum of compound 8g in CDCls.

1. BOE+08

r1. TOE+08

r1.60E+08

1. 40E+08

1. 30E+08

1. Z0E+08

F1. 10E+08

1. 0CE+08

-9, 00E+07

8. 00E+07

F7.00E+07

6. 00E+07

5. 00E+07

4. 00E+07

3. 00E+07

2. 00E+07

1. 00E+07

0. 0CE+00

=1 00E+07




— 180,84
0, 6

VTN SRR NN

T T T T T T T T T T T T
Z10 200 180 180 170 160 130 140 130 120 110 100 o0 80 70 60 30 40 30 20 10

£1 (ppm)
Figure S25. 3C-NMR (125 MHz) spectrum of compound 9¢ in CDCls.
TN SRS
ZJIU ZEU léU l\IgU l%U léU lf’SU ];U léU l'ZU ].{U léU gIU 3‘0 TIU S‘U 5‘0 4’U B:U Z‘U l’U _.{U
£1 (ppm}

Figure S26. >*C-NMR (125 MHz) spectrum of compound 9e in CDCls.
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Figure S27. 3C-NMR (125 MHz) spectrum of compound 9f in CDCls.
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

554 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
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C:20-20 H:18-18 N:0-5 0:0-200 S:0-6

2
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7.38e+006
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Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

352. 1187 352, 1185 0.2 0.6 12,5 1309.4 n/a n/a C20 118 N 05

Figure S28. HRMS spectrum of compound 6.
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Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off
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Figure S29. HRMS spectrum of compound 7.
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Figure S30. HRMS spectrum of compound 8a.
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Single Mass Analysis
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Figure S31. HRMS spectrum of compound 8b.
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Element prediction: Off
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Figure S32. HRMS spectrum of compound 8e.
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Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

707 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-7 0:0-200 CI:0-3

2
0312-2-1e 244 (1.368) 1: TOF MS ES+
7.54e+006
100~ 520.1168
] 522.1143
1 523.1168 542.0975
] 520.0377
ol 4310780 4400508463 8188 78218 403 4750 ( 558.0792 604.0702600.3383624.0321
SNSRI | S (N S 1 07 (0101 R 1 7 02
420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630
Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mass Cale. Mass mDa PP DBE i-FIT  Norm  Conf (%) Formula
520.1168 520.1163 0.5 1.0 IT.5 10342 n/a  n/a  C28 123 N 0T Cl

Figure S33. HRMS spectrum of compound 8d.
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Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

707 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-7 0:0-200 CI:0-3

2

0312-2-1f 248 (1.389) 1: TOF MS ES+
5.90e+006

520.1166

5221149

520.0388|[523.1170

449.0744 42.0988 609.3531

380 400 420 440 460 480 500 520 540 560 580 600 620 640 660

Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mass Cale. Mass mDa e DBE i-FIT  Norm  Conf (%) Formula

520.1166  520. 1163 0.3 0.6 17.5  1034.5 n/a n/a (28 123 N 07 Cl

Figure S34. HRMS spectrum of compound 8e.
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Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

185 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:29-29 H:26-26 N:0-7 0O:0-200

2
0312-2-1g 232 (1.207) 1: TOF MS ES+
8.18¢+006
0 500.1712
%
501.1735
500.0915 522.1521
3592381 408.0629 431.0946 49 o579 5?33‘1293 5841117 6003278 641.1182 674,005

360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680

Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mass Cale. Mass mDa PP DBE i-FIT  Norm Co_nf(“&) Formula

500.1712  500. 1709 0.3 0.6 17.5  1044.0 n/a n/a C29 H26 N 07

Figure S35. HRMS spectrum of compound 8f.
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Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

213 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:29-29 H:26-26 N:0-8 0O:0-200

2

0312-2-1h 235 (1.313) 1: TOF MS ES+
3.57e+006

516.1664

517.1693

538.1486
550.1282 572.0853 g 5301 518,106 Gassr2d

411.0841 449.0715  475.0924

380 400 420 440 460 480 500 520 540 560 580 600 620 640

Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mass Calc. Mass mDa Peu DBE i=FIT  Norm  Conf(%) Formula

516. 1664  516. 1658 0.6 1.2 17.5 949.4 n/a n/a €249 H26 N 08

Figure S36. HRMS spectrum of compound 8g.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

21 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:24-24 N:0-5 0:0-8

M

0138-3-135-1-2b 291 (1.623) 1: TOF MS ES+
8.62e+005

486.1552

10

% 508.1374

509.1397

449.0619 486.0975/ 488.1613 524.1113 537.5358

406.3379 443 5754 437.1852 5655534 5717473
300 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570

Minimum: -1.5
Maximum: 2.0 10,0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

486. 1552 486. 1553 -0.1 -0.2 17.5 7199 n/a n/a C28 H24 N 07

Figure S37. HRMS spectrum of compound 9a.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

154 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-5 0:0-8 Br:0-3

M

0138-3-135-1-2c 312 (1.741) 1: TOF MS ES+
1.01e+005

564.0657

10

%o
586.0481

527.0532 563.0873 6101770

452.8372  485.1113490.8211 537.5451 644.6188 663.9816 685.2068m’z
460 480 500 520 540 560 580 600 620 640 660 680
Minimum: -1.3
Maximum: 5.0 10.0  50.0
Mass Cale. Mass wDa PP DBE i-FIT  Norm  Conf (%) Formula
564. 0657  564. 0658 -0.1 -0.2 17.5 596.1 n/a n/a C28 H23 N 07 Br

. Figure S38. HRMS spectrum of compound 9b.
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Single Mass Analysis

Tolerance = 10.0 PPM [/ DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

154 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-5 0:0-8 Br:0-3

Cc
0138-3-135-1-2d 330 (1.835) 1: TOF MS ES+
8.68e+003

564.0657

10

Y%
567.0773 588.0233
589.0452 610.1655

490.5885 00‘7003517.3776 537.5369

621.4258 643.5293
miz

490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640

Minimum: -1.3
Maximum: 2.0 10,0 50.0
Mass Cale. Mass mDa PPy DBE i-FIT  Norm  Conf (%) Formula

564.0657  564. 0658 -0.1 -0.2 17.5 435.9 n/a n/a C28 123 N 07 Br

Figure S39. HRMS spectrum of compound 9e¢.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

50 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-5 0:0-8 Cl:0-1

C
0138-3-135-1-2e 308 (1.720) 1: TOF MS ES+
5.85e+005

520.1164

10

%
542.0976

674.0970

544.0968
674.0352, 696.0775712.0568

520.063,

338.3438 352 1246 406.3203 _443.3227473.3458 610.1896

m/z

300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740

Minimum: -1.5
Maximum: 3.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i=FIT  Norm  Conf (%) Formula

520.1164  520. 1163 0.1 0.2 17.5  611.8 n/a n/a €28 123 N 07 Cl

Figure S40. HRMS spectrum of compound 9d.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

50 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:28-28 H:23-23 N:0-5 0:0-8 CI:0-1

C

0138-3-135-1-2f 317 (1.767) 1: TOF MS ES+
1.84e+005

520.1163

542.0977

519.1078 544.0092 632.0058

350.2339 384.3411406.3340414.9443437.2024 476.3356 655608 6101784 684.1967

/:
360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680

Minimum: -1.5

Maximum: 2.0 10.0  50.0

Mass Calc. Mass mDa PPM DBE i=FIT  Norm  Conf (%) Formula
520.1163  520. 1163 0.0 0.0 17.5 598.6 n/a n/a €28 H23 N 07 Cl

Figure S41. HRMS spectrum of compound 9e.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

23 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:29-29 H:26-26 N:0-5 0:0-8

C

0138-3-135-1-2h 303 (1.694) 1: TOF MS ES+
4.40e+005

516.1663

10

9
/n 538.1479

539.1506

406.3361 *37-1867 449 0493 496,0452.516.1130 572.1167 610.1859 _633.6911_657.0880

m/z

380 400 420 440 460 480 500 520 540 560 580 600 620 640 660

Minimum: -1.5
Maximum: 5.0 10,0 50.0
Mass Cale. Mass mDa PPY DBE i-FIT  Norm  Conf (%) Formula

516. 1663  516. 1658 0.5 1.0 17.5 630.1 n/a n/a C29 HZ6 N 08

Figure S42. HRMS spectrum of compound 9f.



