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Spectral data, including HR-ESI-MS, 'H-NMR and ®C-NMR, for the target
compounds are provided herein.
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Compound A2:
HR-ESI-MS:

HXX-3-20 #1104 RT:4.10 AV:1 NL: 6.72E7
T: FTMS + ¢ ESIFullms [100.0000-1500.0000]
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'H-NMR:
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'H-NMR:
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Compound Aé:
HR-ESI-MS:
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'H-NMR:
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'H-NMR:
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'H-NMR:
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'H-NMR:
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'H-NMR:
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'H-NMR:
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'H-NMR:
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Compound A21:
HR-ESI-MS:

HXX-10-27 #51 RT: 0.33 AV:1 NL: 1.60E6
T: FTMS +p ESIFullms [100.0000-1500.0000]
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BC-NMR:
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Compound B2:
HR-ESI-MS:

WHYC-1811#20 RT: 017 AV: 1 NL: 1.08E8
T: FTMS + p ES1 Ful ms [100.0000-1500.0000]
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Compound B4:
HR-ESI-MS:

WYC-1810#30 RT: 021 AV: 1 NL: 203E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Compound Bé6:
HR-ESI-MS:

VWWC-1B10#33 RT: 0.19 AV: 1 NL: 203E0
T: FTMS +p ESI Full ms [100.0000-1500.0000]
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Compound B8:
HR-ESI-MS:

WWC-1B24 237 RT: 020 AV: 1 NL: 4.B5EB
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Compound B10:
HR-ESI-MS:

WYC-1614 38 RT: 021 AV- 1 NL: 108ES
T: FTMS + p ESI Full ms [100.0006-1500 0000]
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Compound B11:
HR-ESI-MS:
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Compound B12:
HR-ESI-MS:

WHC-1B18#35 RT:- 020 AV: 1 NL 616ED
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Compound B14:
HR-ESI-MS:
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Compound B15:
HR-ESI-MS:

WYC-1815#36 RT: 0.20 AV: 1 NL: 7 88ES
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Compound B16:
HR-ESI-MS:

HXX-1-20 #875 RT:5.18 AV:1 NL:233E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
378.0712
C20H1303N3Cl

Relative Abundance

270.3204

130.1616

10

. b «‘“1 l

302.2379
i T

422.0355
|
ad)

505.5324 925.7715 1421.5648
T Free T

T
300

T
100 200 400

'H-NMR:

HX- 120
singte_pulse

T et T T LA AL A Aty et et Mt Ml A A
900 1000 1100 1200 1300 1400
miz

0971 L*

T
1500

T T T T T
5 12.0 11.5 1.0 10.5 10.0

T T T T T T T T T T T
6.5 60 55 50 45
£1 (ppm)

9.5 9




BC-NMR:
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Compound B17:
HR-ESI-MS:

HXX-1-27 #172 RT: 0.78 AV:1 NL: 3.67E8

T: FTMS + p ESIFullms [100.0000-1500.0000]
362.0945
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'H-NMR:
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Compound B18:
HR-ESI-MS:

HXX-1-28 #88 RT: 031 AV:1 NL: 1.05E9
T: FTMS + p ESIFullms [100.0000-1500.0000]
358.1198
C21H1503N
100 21H1805 N3
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BC-NMR:
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Compound B19:
HXX-1-29#100 RT: 0.36 AV: 1 NL: 1.26E9
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'H-NMR:
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Compound B20:
HR-ESI-MS:

HXX-1-30#77 RT: 0.29 AV: 1 NL: 5.64E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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BC-NMR:
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Compound B21:
HR-ESI-MS:

HXX-1-26 #7568 RT:4.90 AV: 1 NL: 1.20E6
T: FTMS + p ESIFullms [100.0000-1500.0000]
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'H-NMR:
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Compound B22:
HR-ESI-MS:

HXX-3-22#79 RT: 0.33 AV: 1 NL: 4.59E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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BC-NMR:
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Compound B23:
HR-ESI-MS:

HXX-5-15AFX #1160 RT:4.31 AV:1 NL:3.15E6
T: FTMS + ¢ ESIFullms [100.0000-1000.0000]
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'H-NMR:
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Compound B24:
HR-ESI-MS:

HXX-7-2#66 RT:0.31 AV:1 NL:2.38E8
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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BC-NMR:

20230607 HEE-2. Ltid p &
Solvgnt DHSgy:

ExpETimEnt'g 1 |
Spectrometer’ Type AV NEO L/UO MHz

[ ]

dimﬁhﬂsulfigdz’%;;;Eamsﬁﬁmmﬁ
Vi

3.

3.

2.

F2.

L.

-1

b5

T T T T T T
130 17 160 150 140 130

Compound B25:
HR-ESI-MS:

HXX-7-19N_210122102310 #1556 RT: 578 AV:1 NL: 2.10E7
T: FTMS - ¢ ESI Fullms [100.0000-1000.0000]
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HIX-T-392
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Compound B26:
HR-ESI-MS:

HXX-5-26 #60 RT: 0.35 AV:1 NL:6.03E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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BC-NMR:
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Compound B27:
HR-ESI-MS:

HXX-4-33 #52 RT:0.32 AV:1 NL: 1.02E6
T: FTMS + p ESIFullms [100.0000-1500.0000]
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Compound B28:
HR-ESI-MS:

HXX-2-7 #48 RT:0.31 AV:1 NL:2.28E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
344.1041
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Compound B29:
HR-ESI-MS:

HXX-2-12#52 RT: 032 AV: 1 NL:564E7

T: FTMS + p ESIFullms [100.0000-1500.0000]
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Compound B30:
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BC-NMR:

2023863#% HU-T-19. i fid gga g
Solveh DHSO i Qg

Expegiment N C13 77 i
Speﬁmer Type Ali NEO 7% MHz \ e

il | HH“

—122.2
—120.16

8000000

7500000

7000000

FB500000

FG000000

5500000

FE000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

FO

~=500000

T T T T T
170 160 150 140 130

T
120

T
110

T
100

T
90
£1 (ppm)

T
30

70

60

50



ICso curves for all the target compounds are provided herein.
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