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Spectral  data,  including HR‐ESI‐MS,  1H‐NMR  and  13C‐NMR,  for  the  target 

compounds are provided herein. 

 

Compound A1: 

HR‐ESI‐MS: 

HXX-3-15 #1181 RT: 4.32 AV: 1 NL: 2.53E8
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 



13C‐NMR: 

 

 

 

Compound A2: 

HR‐ESI‐MS: 

HXX-3-20 #1104 RT: 4.10 AV: 1 NL: 6.72E7
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A3: 

HR‐ESI‐MS: 

HXX-8-38 #1171 RT: 4.23 AV: 1 NL: 1.74E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

 

Compound A4: 

HR‐ESI‐MS: 

HXX-4-1 #1123 RT: 4.17 AV: 1 NL: 1.13E8
T: FTMS + c ESI Full ms [100.0000-1000.0000]
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1H‐NMR: 

 

 

 

Compound A5: 

HR‐ESI‐MS: 

HXX-4-10 #1204 RT: 4.47 AV: 1 NL: 9.53E6
T: FTMS + c ESI Full ms [100.0000-1000.0000]
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354.1488

303.1490
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1H‐NMR: 

 

 

 

Compound A6: 

HR‐ESI‐MS: 

HXX-8-13 #1341 RT: 4.54 AV: 1 NL: 1.18E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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C 23 H 19 O 3 N Br

418.0431
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237.9854 265.1071 342.9934 511.1423410.5922

 

 



1H‐NMR: 

 

 

 

Compound A7: 

HR‐ESI‐MS: 

HXX-7-28_210426170200 #1330 RT: 4.59 AV: 1 NL: 4.54E8
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

Compound A8: 

HR‐ESI‐MS: 

HXX-8-21 #1392 RT: 4.58 AV: 1 NL: 1.61E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A9: 

HR‐ESI‐MS: 

HXX-8-12 #52 RT: 0.34 AV: 1 NL: 1.70E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

Compound A10: 

HR‐ESI‐MS: 

HXX-7-30_210426171036 #1303 RT: 4.18 AV: 1 NL: 4.81E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A11: 

HR‐ESI‐MS: 

HXX-8-26 #1335 RT: 4.46 AV: 1 NL: 2.90E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A12: 

HR‐ESI‐MS: 

HXX-8-28_210517162059 #1356 RT: 4.87 AV: 1 NL: 1.04E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A13: 

HR‐ESI‐MS: 

HXX-8-33 #848 RT: 3.03 AV: 1 NL: 3.61E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A14: 

HR‐ESI‐MS: 

HXX-8-35 #1332 RT: 4.80 AV: 1 NL: 1.44E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A15: 

HR‐ESI‐MS: 

HXX-10-15 #48 RT: 0.31 AV: 1 NL: 1.35E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

 

Compound A16: 

HR‐ESI‐MS: 

HXX-8-22 #1121 RT: 3.97 AV: 1 NL: 3.65E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

 

Compound A17: 

HR‐ESI‐MS: 

HXX-3-16 #47 RT: 0.29 AV: 1 NL: 8.37E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

Compound A18: 

HR‐ESI‐MS: 

HXX-3-18 #754 RT: 2.75 AV: 1 NL: 3.36E8
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

 

Compound A19: 

HR‐ESI‐MS: 

HXX-3-19 #827 RT: 2.99 AV: 1 NL: 8.60E8
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

 

 

 

Compound A20: 

HR‐ESI‐MS: 

HXX-10-23 #50 RT: 0.32 AV: 1 NL: 2.76E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound A21: 

HR‐ESI‐MS: 

HXX-10-27 #51 RT: 0.33 AV: 1 NL: 1.60E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 



13C‐NMR: 

 

 

Compound B1: 

HR‐ESI‐MS: 
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Compound B2: 

HR‐ESI‐MS: 
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Compound B3: 

HR‐ESI‐MS: 

 



1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B4: 

HR‐ESI‐MS: 
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Compound B5: 

HR‐ESI‐MS: 
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Compound B6: 

HR‐ESI‐MS: 
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Compound B7: 

HR‐ESI‐MS: 
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Compound B8: 

HR‐ESI‐MS: 
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Compound B9: 

HR‐ESI‐MS: 
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Compound B10: 

HR‐ESI‐MS: 

 

1H‐NMR: 
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Compound B11: 

HR‐ESI‐MS: 

HXX-16-11 #60 RT: 0.31 AV: 1 NL: 1.06E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Compound B12: 

HR‐ESI‐MS: 
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13C‐NMR: 

 

Compound B13: 
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Compound B14: 

HR‐ESI‐MS: 
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Compound B15: 

HR‐ESI‐MS: 
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Compound B16: 

HR‐ESI‐MS: 

HXX-1-20 #875 RT: 5.18 AV: 1 NL: 2.33E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]

100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
tiv

e
 A

b
un

d
a

n
ce

378.0712
C 20 H 13 O 3 N 3 Cl

200.2411

270.3204

130.1616

422.0355302.2379 505.5324 1421.5648925.7715

 

1H‐NMR: 

 

 

 

 



13C‐NMR: 

 

 

 

 

 

Compound B17: 

HR‐ESI‐MS: 

HXX-1-27 #172 RT: 0.78 AV: 1 NL: 3.67E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B18: 

HR‐ESI‐MS: 

HXX-1-28 #88 RT: 0.31 AV: 1 NL: 1.05E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 
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Compound B19: 

HR‐ESI‐MS: 

HXX-1-29 #100 RT: 0.36 AV: 1 NL: 1.26E9
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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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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Compound B21: 

HR‐ESI‐MS: 

HXX-1-26 #758 RT: 4.90 AV: 1 NL: 1.20E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐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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1H‐NMR: 
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Compound B23: 

HR‐ESI‐MS: 

HXX-5-15AFX #1160 RT: 4.31 AV: 1 NL: 3.15E6
T: FTMS + c ESI Full ms [100.0000-1000.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B24: 

HR‐ESI‐MS: 

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

 



13C‐NMR: 

 

 

 

 

Compound B25: 

HR‐ESI‐MS: 

HXX-7-19N_210122102310 #1556 RT: 5.78 AV: 1 NL: 2.10E7
T: FTMS - c ESI Full ms [100.0000-1000.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B26: 

HR‐ESI‐MS: 

HXX-5-26 #60 RT: 0.35 AV: 1 NL: 6.03E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 



13C‐NMR: 

 

 

 

Compound B27: 

HR‐ESI‐MS: 

HXX-4-33 #52 RT: 0.32 AV: 1 NL: 1.02E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B28: 

HR‐ESI‐MS: 

HXX-2-7 #48 RT: 0.31 AV: 1 NL: 2.28E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 



13C‐NMR: 

 

 

 

 

Compound B29: 

HR‐ESI‐MS: 

HXX-2-12 #52 RT: 0.32 AV: 1 NL: 5.64E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 

 

13C‐NMR: 

 



Compound B30: 

HR‐ESI‐MS: 

HXX-7-16P #973 RT: 3.54 AV: 1 NL: 1.70E9
T: FTMS + c ESI Full ms [100.0000-1500.0000]
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1H‐NMR: 

 



13C‐NMR: 

 

 

 

 

 



IC50 curves for all the target compounds are provided herein. 
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Compound B22
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