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4-oxo-N-phenyl-1,4-dihydroquinoline-2-
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Figure S1. "TH-NMR spectrum of 7a
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Figure S2. BC-NMR spectrum of 7a
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Figure S4. BC-NMR spectrum of 7b



4-oxo-N-phenethyl-1,4-dihydroquinoline-2-carboxamide (7¢):
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Figure S6. 3C-NMR spectrum of 7c



4-oxo-N-propyl-1,4-dihydroquinoline-2-carboxamide (7d):
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Figure S8. BC-NMR spectrum of 7d



5-Chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide (12a):
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e 59. TH-NMR spectrum of 12a in DMSO-d6
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Figure S11. BC-NMR spectrum of 12a in MeOD
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Figure S13. HMBC NMR spectrum of 12a in MeOD



N-(2- (dzmethylammo)ethyl) 4-oxo0-6-phenyl-1,4- dzhydroquznolme 2-carboxamide (12b):
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N-(2-(dimethylamino)ethyl)-8-methyl-4-oxo-1,4-dihydroquinoline-2-carboxamide (12d):
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3-(Morpholinomethyl)-4-oxo-N-phenyl-1,4-dihydroquinoline-2-carboxamide (8a):
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N-benzyl-3- (morphollnomethyl) 4-oxo0-1, 4 dihydroquinoline-2-carboxamide (8b):
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Figure S30. ®*C-NMR spectrum of 8¢

3-(Morpholinomethyl)-4-oxo-N-propyl-1,4-dihydroquinoline-2-carboxamide (8d)
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Figure S32. 3C-NMR spectrum of 8d

N-(3-(dimethylamino)propyl)-3-(morpholinomethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide
(8e):
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5-Chloro-N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo-1,4-dihydroquinoline-2-
carboxamide (13a):
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Figure S38. HMBC NMR spectrum of 13a

N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo-6-phenyl-1,4-dihydroquinoline-2-
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7-Chloro-N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo-1,4-dihydroquinoline-2-

carboxamide (13c):
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N-(2-(dimethylamino)ethyl)-8-methyl-3-(morpholinomethyl)-4-oxo-1,4-dihydroquinoline-2-

carboxamide (13d):
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2-(3-(Dimethylamino)propyl)-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (9e):
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Figure S51. BC-NMR spectrum of 9f

8-Chloro-2-(2-(dimethylamino)ethyl)-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (14a):
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6-Chloro-2-(2-(dimethylamino)ethyl)-1 H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (14c¢):
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-bjquinoline-3,9(2H,4H)-dione (14d):

2-(2-(Dimethylamino)ethyl)-5-methyl-1H-pyrrolo[3,4
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3,3"-Methylenebis(4-oxo-N-phenyl-1,4-dihydroquinoline-2-carboxamide) (10a):
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"-Methylenebis(N-benzyl-4-oxo- 1,4-dihydroquinoline-2-carboxamide) (10b):
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3,3"-Methylenebis(4-oxo-N-propyl-
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Figure S64. 3*C-NMR spectrum of 10d
3,3"-Methylenebis(5-chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-
carboxamide) (15a):
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Figure S66. ®*C-NMR spectrum of 15a
3,3"-Methylenebis(7-chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-
carboxamide) (15¢):
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Figure S68. ¥*C-NMR spectrum of 15¢
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4-oxo-N-phenyl-1,4-dihydroquinoline-2-carboxamide (7a):
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Figure S71. HR-MS spectrum of 7a (mass accuracy of - 2.5 ppm)
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N-benzyl-4-oxo-1,4-dihydroquinoline-2-carboxamide (7b):

D:I\DATAExp\...\20240308_20240308141344 03/08/24 14:13:44
HJ, HJ, HM, LB &, Flow: 0.3

20240308_20240308141344 #1202-1220 RT: 6.57-6.66 AV: 9 NL: 3.02E9
I: FTMS + p ESI Full ms [100.0000-1000.0000]
100 279.11229
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Figure S72. HR-MS spectrum of 7b (mass accuracy of - 1.8 ppm)
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4-oxo-N-phenethyl-1,4-dihydroquinoline-2-carboxamide (7¢):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #9261-9277 RT: 50.29-50.37 AV: 9 NL: 2.81E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 293.12802
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27511710
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Figure S73. HR-MS spectrum of 7c¢ (mass accuracy of -1.5 ppm)
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4-oxo-N-propyl-1,4-dihydroquinoline-2-carboxamide (7d):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #9557-9578 RT: 51.89-52.00 AV: 11 NL: 1.78E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100— 231.11250
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Figure S74. HR-MS spectrum of 7d (mass accuracy of -1.3 ppm)
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5-Chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide (12a):

D:\DATAExp\...\20240229-GG-GA-HZ-LB

02/29/24 14:16:38

20240229-GG-GA-HZ-LB #4150-4160 RT: 22.55-22.59 AV: 5 NL: 3.05E9

T: FTMS + p ESI Full ms [100.0000-1000.0000]
1004 294.09994
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Figure S75. HR-MS spectrum of 12a (mass accuracy of -1.5 ppm)
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N-(2-(dimethylamino)ethyl)-4-oxo-6-phenyl-1,4-dihydroquinoline-2-carboxamide (12b):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #4440-4461 RT. 24.122423 AV: 11 NL: 1.05E9
T. FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S76. HR-MS spectrum of 12b (mass accuracy of -1.3 ppm)
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7-Chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide (12¢):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

30240220-GG-GA-HZLB #4743-4766 RT. 25.76-25.85 AV: 12 NL: 1.03E9
T- FTMS + p ESI Full ms [100.0000-1000.0000]
00— 294.10003
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Figure S77. HR-MS spectrum of 12¢ (mass accuracy of -1.2 ppm)
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N-(2-(dimethylamino)ethyl)-8-methyl-4-oxo- 1,4-dihydroquinoline-2-carboxamide (12d):

D:ADATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #5043-5059 RT: 27.39-27.48 AV: 9 NL: 1.74E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S78. HR-MS spectrum of 12d (mass accuracy of -1.3 ppm)
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3-(Morpholinomethyl)-4-oxo-N-phenyl-1,4-dihydroquinoline-2-carboxamide (8a):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #8663-8683 RT: 47.04-47.15 AV: 11 NL: 1.95E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100— 364.16509
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Figure 579. HR-MS spectrum of 8a (mass accuracy of -1.3 ppm)
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N-benzyl-3-(morpholinomethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide (8b):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #11688-11705 RT: 63.47-63.55 AV: 9 NL: 2.26E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 378.18079
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Figure S80. HR-MS spectrum of 8b (mass accuracy of -1.1 ppm)
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3-(Morpholinomethyl)-4-oxo-N-phenethyl-1,4-dihydroquinoline-2-carboxamide (8c):

D:\DATAExp\..\20240308_20240308141344 03/08/24 14:13:44
HJ, HJ, HM, LB 6, Flow: 0.3

20240308_20240308141344 #2120-2137 RT: 11.58-11.67 AV: 9 NL: 9.21E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
392.19598
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Figure S81. HR-MS spectrum of 8c (mass accuracy of -2.3 ppm)
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3-(Morpholinomethyl)-4-oxo-N-propyl-1,4-dihydroquinoline-2-carboxamide (8d):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #12310-12330 RT: 66.84-66.94 AV: 10 NL: 2.70E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100— 330.18071
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Figure S82. HR-MS spectrum of 8d (mass accuracy of -1.5 ppm)
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N-(3-(dimethylamino)propyl)-3-(morpholinomethyl)-4-oxo- 1,4-dihydroquinoline-2-carboxamide
(8e):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #12614-12631 RT: 68.48-68.58 AV: 9 NL: 1.15E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100— 373.22301
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Figure S83. HR-MS spectrum of 8e (mass accuracy of -1.1 ppm)
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5-Chloro-N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo- 1,4-dihydroquinoline-2-
carboxamide (13a):

D:ADATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #6550-6571 RT: 35.58-35.69 AV: 11 NL: 9.38E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure 584. HR-MS spectrum of 13a (mass accuracy of -1.1 ppm)
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N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo-6-phenyl-1,4-dihydroquinoline-2-

carboxamide (13b):

D:\DATAExp\..\20240229-GG-GA-HZ-LB

02/29/24 14:16:38

20240229-GG-GA-HZ-LB #6850-6874 RT: 37.21-37.32 AV: 12 NL: 1.10E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S85. HR-MS spectrum of 13b (mass accuracy of -1.3 ppm)
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7-Chloro-N-(2-(dimethylamino)ethyl)-3-(morpholinomethyl)-4-oxo- 1,4-dihydroquinoline-2-

carboxamide (13c):

D:\DATAExp\..\20240229-GG-GA-HZ-LB

02/29/24 14:16:38

20240229-GG-GA-HZ-LB #7155-7168 RT: 38.86-38.92 AV: 7 NL: 1.60E9

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S86. HR-MS spectrum of 13¢ (mass accuracy of -1.1 ppm)
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N-(2-(dimethylamino)ethyl)-8-methyl-3-(morpholinomethyl)-4-oxo-1,4-dihydroquinoline-2-
carboxamide (13d):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #7469-7487 RT: 40.56-40.66 AV: 10 NL: 1.89E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
100 373.22295
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Figure S87. HR-MS spectrum of 13d (mass accuracy of -1.3 ppm)
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2-(2-(Dimethylamino)ethyl)-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (4):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #9854-9875 RT: 53.51-53.62 AV: 11 NL: 1.51E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S88. HR-MS spectrum of 4 (mass accuracy of -1.6 ppm)
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2-(3-(Dimethylamino)propyl)-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (9e):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #12918-12938 RT: 70.14-70.24 AV: 10 NL: 1.38E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S89. HR-MS spectrum of 9e (mass accuracy of -1.7 ppm)
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2-(2-(Pyrrolidin-1-yl)ethyl)- 1 H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (9f):

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #10155-10172 RT: 55.14-55.22 AWV: 9 NL: 1.51E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S90. HR-MS spectrum of 9f (mass accuracy of -1.4 ppm)
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8-Chloro-2-(2-(dimethylamino)ethyl)-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (14a):

D:ADATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #5337-5366 RT. 28.90-20.14 AV: 15 NL: 6.19E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S91. HR-MS spectrum of 14a (mass accuracy of -1.6 ppm)
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6-Chloro-2-(2-(dimethylamino)ethyl)- 1 H-pyrrolo[3,4-

D:\DATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

b]quinoline-3,9(2H,4H)-dione (14c):

20240229-GG-GA-HZ-LB #7766-7787 RT: 42.18-42.28 AV: 11 NL: 7.73E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure 592. HR-MS spectrum of 14c (mass accuracy of -1.7 ppm)
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2-(2-(Dimethylamino)ethyl)-5-methyl-1H-pyrrolo[3,4-b]quinoline-3,9(2H,4H)-dione (14d):

D:ADATAExp\...\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #5655.5671 RT: 30.71-30.80 AV: 9 NL: 1.00E9
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure 593. HR-MS spectrum of 14d (mass accuracy of -1.7 ppm)
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3,3"-Methylenebis(4-oxo-N-phenyl-1,4-dihydroquinoline-2-carboxamide) (10a):

HJ, HJ, HM, LB 6, Flow
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Figure S94. HR-MS spectrum of 10a (mass accuracy of -1.4 ppm)
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3,3"-Methylenebis(N-benzyl-4-oxo- 1,4-dihydroquinoline-2-carboxamide) (10b):

LEDA T AEXDL.. \2U240308_2024U0530874 1344
HJ, HJ, HM, LB 6, Flow: 0.3

V3824 14:13:44

20240308_20240308141344 #2442-2452 RT: 13.34-13.38 AV: 5 NL: 3.06E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S95. HR-MS spectrum of 10b (mass accuracy of -0.9 ppm)
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3,3"-Methylenebis(4-oxo-N-propyl-1,4-dihydroquinoline-2-carboxamide) (10d):

D:\DATAExp\...\20240308_20240308141344 03/08/24 14:13:44
HJ, HJ, HM, LB 6, Flow: 0.3

20240308_20240308141344 #2738-2752 RT: 14.96-15.02 AV: 7 NL: 5.69E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure S96. HR-MS spectrum of 10d (mass accuracy of -1.2 ppm)
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3,3"-Methylenebis(5-chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-
carboxamide) (15a):

D:ADATAExp\...\20240229-GG-GA-HZ-LB

02/29/24 14:16:38

20240229-GG-GA-HZ-LB #5956-5980 RT: 32.35-32.47 AV: 12 NL: 4.36E8
T: FTMS + p ESI Full ms [100.0000-1000.0000]
300.10004

100

Relative Abundance
o
(=]

145.01712 277.57131
163.02766 L

353.26585

393.2972
i

599.19298

543.11896

621.17506  736.5418

. |
ARARALALALE LY

100 200 300

T |
e R

s ALl L
Trr

400

519.13852
iy i Jo e b
Skt vt WSS = iy

500 600 700
m/z

Figure 597. HR-MS spectrum of 15a (mass accuracy of -0.8 ppm)
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3,3"-Methylenebis(7-chloro-N-(2-(dimethylamino)ethyl)-4-oxo- 1,4-dihydroquinoline-2-
carboxamide) (15¢):

D:\DATAExp\..\20240229-GG-GA-HZ-LB 02/29/24 14:16:38

20240229-GG-GA-HZ-LB #8060-8087 RT: 43.82-43.91 AV: 10 NL: 5.57E8

T: FTMS + p ESI Full ms [100.0000-1000.0000]
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Figure 598. HR-MS spectrum of 15¢ (mass accuracy of -0.3 ppm)
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