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S1: *H NMR spectrum of N-(7-chloroquinolin-4-yl)ethane-1,2-diamine 2
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S2: 3C NMR spectrum of N-(7-chloroquinolin-4-yl)ethane-1,2-diamine 2




Cl

JUMJ@L

1.21-
1.05~¢
0.86~
0.49-
133
2.22-

11.0 10.5 10.0 95 90 85 80 75 70 6.5 6.0 55 50 45 40 3.5 3.0 25 2.0 1.5 1.0
f1 (ppm)

S3: *H NMR spectrum of N-(7-chloroquinolin-4-yl)propane-1,3-diamine 3
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S4: 3C NMR spectrum of N-(7-chloroquinolin-4-yl)propane-1,3-diamine 3
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S5: 'H NMR spectrum of 4-acetyl-N-{2-[(7-chloroquinolin-4-yl)amino]ethyl}benzenesulfonamide 4
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S6: 1*C NMR spectrum of 4-acetyl-N-{2-[(7-chloroquinolin-4-yl)amino]ethyl}benzenesulfonamide 4
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S7: 'H NMR spectrum of 4-acetyl-N-{3-[(7-chloroquinolin-4-yl)amino]propyl}benzenesulfonamide 5
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S8: 13C NMR spectrum of 4-acetyl-N-{3-[(7-chloroquinolin-4-yl)amino]propyl}benzenesulfonamide 5
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S9: 'H NMR spectrum of N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-cinnamoylbenzenesulfonamide 6
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S10: *C NMR spectrum of N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-cinnamoylbenzenesulfonamide 6
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S11: *H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(p-tolyl)acryloyl)benzenesulfonamide 7



a SHES i o ~ o
) NOOWMET—"OMANOTANNTT T = N - o o~ ©
? EET I A A s Bl B B Bl B B a g & K
NN NN [
I
N/\/\ P CH,
H NA |
(@]
\ \
= o

e ——

| T anii | -

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O -10
f1 (ppm)

S12: B3C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(p-tolyl)acryloyl)benzenesulfonamide 7
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S13: 'H NMR (E)-4-(3-(2-Bromophenyl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 8
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S14: 3C NMR (E)-4-(3-(2-Bromophenyl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 8
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S15: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-fluorophenyl)acryloyl)benzenesulfonamide 9
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$16: *C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-fluorophenyl)acryloyl)benzenesulfonamide 9
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S17: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,6-difluorophenyl)acryloyl)benzenesulfonamide 10
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S18: 13C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,6-difluorophenyl)acryloyl)benzenesulfonamide 10
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S19: 'H NMR spectrum of (E)-4-(3-(4-Chlorophenyl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 11
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$20: *C NMR spectrum of (E)-4-(3-(4-Chlorophenyl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 11
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S21: *H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-methoxyphenyl)acryloyl)benzenesulfonamide 12




$ : o i n o
o r\i NGt MoOARNNNSE T AN E o N n
£ 3 SUIISNY 208NN ADSS a A S
VI SN\ \/
(@]
NH CH,
HN/\/ Ng O/

' T L

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

$22: 3C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-methoxyphenyl)acryloyl)benzenesulfonamide 12
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$23: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4-difluorophenyl)acryloyl)benzenesulfonamide 13
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S24: 3C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4-difluorophenyl)acryloyl)benzenesulfonamide 13
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$25: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4-dimethoxyphenyl)acryloyl)benzenesulfonamide 14
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$26: 13C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4-dimethoxyphenyl)acryloyl)benzenesulfonamide 14
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S27: 'H NMR of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2-fluorophenyl)acryloyl)benzenesulfonamide 15
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$28: 3C NMR of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2-fluorophenyl)acryloyl)benzenesulfonamide 15
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$29: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4,5-trimethoxyphenyl)acryloyl)benzenesulfonamide 16
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S30: *C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(3,4,5-trimethoxyphenyl)acryloyl)benzenesulfonamide 16
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S31: 'H NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(4-methoxyphenyl)acryloyl)benzenesulfonamide 17
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S32: 3C NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(4-methoxyphenyl)acryloyl)benzenesulfonamide 17
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S33: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,4-difluorophenyl)acryloyl)benzenesulfonamide 18
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S34: 3C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,4-difluorophenyl)acryloyl)benzenesulfonamide 18
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S35: 'H NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(3,4-dimethoxyphenyl)acryloyl)benzenesulfonamide 19
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S36: 1*C NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(3,4-dimethoxyphenyl)acryloyl)benzenesulfonamide 19
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S37: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,5-difluorophenyl)acryloyl)benzenesulfonamide 20
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$38: 13C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(2,5-difluorophenyl)acryloyl)benzenesulfonamide 20
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S39: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(furan-2-yl)acryloyl)benzenesulfonamide 21
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S40: 3C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(furan-2-yl)acryloyl)benzenesulfonamide 21
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S41: 'H NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(p-tolyl)acryloyl)benzenesulfonamide 22
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S42: 3C NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(p-tolyl)acryloyl)benzenesulfonamide 22
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S43: 'H NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(4-fluorophenyl)acryloyl)benzenesulfonamide 24
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S44: 3C NMR spectrum of (E)-N-(2-((7-Chloroquinolin-4-yl)amino)ethyl)-4-(3-(4-fluorophenyl)acryloyl)benzenesulfonamide 24
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S45: 'H NMR spectrum of (E)-4-(3-(Benzo[d][1,3]dioxol-5-yl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 26
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S46: 13C NMR spectrum of (E)-4-(3-(Benzo[d][1,3]dioxol-5-yl)acryloyl)-N-(3-((7-chloroquinolin-4-yl)amino)propyl)benzenesulfonamide 26
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S47: 'H NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-(trifluoromethoxy)phenyl)acryloyl)benzenesulfonamide 27
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S48: 13C NMR spectrum of (E)-N-(3-((7-Chloroquinolin-4-yl)amino)propyl)-4-(3-(4-(trifluoromethoxy)phenyl)acryloyl)benzenesulfonamide 27



HPLC of representative compounds

DADT B, Sig=2804 Ref=550,10 (DALCVS da. -11-271H3D 2016-11-27 2018-11-27 08-55-5810nineEaHed-025.0]
mAU] 8
QORI
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150
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0.5 1 15 2 25 i

S49: HPLC chromatogram of 2

DAD1 B, 5ig=280.4 Ref=550,10 (DALCMS da..-11-27\H3D 2016-11-27 2018-11-27 08-55-56\OnlineEdited—026 D)
mAUd @
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S50: HPLC chromatogram of 3

DAD1 A, Sig=280,4 Ref=550,10 (D:\DATA\2019LIJ_513\20190404 2019-05-13 19-42-48\2EB-0301--006.D)

mAU ]
120
100

2.451

S51: HPLC chromatogram of 4



DAD1 A, Sig=280,4 Ref=550,10 (D:\DATA\2019-05-14\20190404 2019-05-14 19-55-5112FA-0101.D)
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S52: HPLC chromatogram of 5

DAD1 A, Sig=280,4 Ref=550,10 {D:\DA:I'A\QIJ19-E_IE»14\20190404 2019-05-14 09-51-04\OnlineEdited--017.D)
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S53: HPLC chromatogram of 6

DAD? A, Sig=280.4 Re=550,10 (D:ADATA2019-05- 14120190404 2019-05-14 03-51-04\0nineEdited-014.0)
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S54: HPLC chromatogram of 7



DAD1 A, Sig=280,4 Ref=550,10 (D\DATA\2019-05-14\20190404 2019-05-14 12-06-120nlineEdited—028.D)
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3 3
7004 N
600
500 3
400
300
200
100

S55: HPLC chromatogram of 8

DAD1 A, Sig=280.4 Ref=550,10 (D:\DATA\2019-05-14\20190404 2019-05-14 12-06-12\0OnlineEdited-021.D)
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S56: HPLC chromatogram of 9

DAD1 A, Sig=280,4 Ref=550,10 (D:LCMS\20200301\ACA_20200228 2020-03-01

4-14-55\0nlineEdited-002.D)
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S57: HPLC chromatogram of 10
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DAD1 A, Sig=280,4 Ref=550,10 (D:\LCMS\20200223\ACA_20200221 2020-02-24 09-55-55\OnlineEdited--035.D)
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S58: HPLC chromatogram of 11
DADT A, Sig=280,4 Ref=530,10 (DALCMS20200223\ACA_20200221 2020-02-24 09-55-550rlneEted-0220)
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S59: HPLC chromatogram of 12
DADT A, Sig-260,% Ref=550,10 (DLCNISIZ0200310ACA_ 20200310 20200311 14-09-5010rlineEted012.0)
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S60: HPLC chromatogram of 13



DAD1 A, Sig=280.4 Ref=530,10 (D:\LCMS1202002231ACA 20200221 2020-02-24 09-55-55\0nlineEdited--041.0)
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S61: HPLC chromatogram of 14
DAD1 A, Sig=2804 Ref=550,10 (D:LCMS\202010201ACA_20201020 2020-10-20 10-15-14\OnlineEited~008.)
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S62: HPLC chromatogram of 15
DAD1 A, Sig=280,4 Ref=550,10 (DADATA2019-05-13120190404 2018-05-13 19-42-4810nlineE dted-025.0)
mAU 3 ®
1600 bt
1400 4
1200
1000
800
600
400
200
04 —
——— 11— Y .
05 1 15 2 25 3 35 min

S63: HPLC chromatogram of 16



DAD1 A, Sig=280,4 Ref=550,10 (D:EDA-TA\2019—6513\20190404 2019-05-13 19-42-48\2EC-0401-017.D)
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S64: HPLC chromatogram of 17
DAD1 A, Sig=280,4 Ref=550,10 (D:LCMS\202010201ACA_20201020 2020-10-20 10-15-14\0nlineEdited-012.D)
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S65: HPLC chromatogram of 18
DAD1 A, Sig=280 4 Ref=550,10 (D:ALCMS1202002231ACA_20200221 2020-02-24 09-55-55\0nlineEdited--040.0)
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S66: HPLC chromatogram of 19




DAD1 A, Sig=280,4 Ref=550,10 (D:LCMS\20200310\ACA_20200310 2020-03-11 14-09-50\0nlineEdited-014.D)
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S67: HPLC chromatogram of 20
DADT A, Sig-280,4 Ref=550,10 (DLCNISIZ02003051ACA_20200305 2020-03-05 11-53-5910rlineEted—004.0)
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S68: HPLC chromatogram of 21
DADT A, 5ig=280,4 Ref=550,10 (D\DATAZ019-05-1320190404 2019.05-13 19424810nlineE ded23D)
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S69: HPLC chromatogram of 22




DAD1 A, Sig=280,4 Ref=550,10 (D:\LCMS\20200310\ACA_20200310 2020-03-11 14-09-50\0nlineEdited-023.D)
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S70: HPLC chromatogram of 23

DAD1 A, Sig=2604 Ref=550,10 (DDATA\Z019-05-1520190404 2018-05-15 09-25-20F C-0301-005.0)
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S71: HPLC chromatogram of 24

DADT A, Sig=280,4 Ref=550, 10 (DADATAIZ013-05-14120190404 2019-05-14 12:06-121EF-0101.0)
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S72: HPLC chromatogram of 25



DAD1 A, Sig=280,4 Ref=550,10 (D:\LCMS\202010201ACA_20201020 2020-10-20 10-15-14\0nlineEdited--009.0)
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S73: HPLC chromatogram of 26

DAD1 A, Sig=280,4 Ref=550,10 (D:\LCMS\20200310\ACA_20200310 2020-03-10 11-04-4211EG-0101.D)
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S74: HPLC chromatogram of 27



MS Spectra of representative compounds

MS Spectrum

*MSD1 SPC, time=0.124:0.182 of DALCMS data\2018-11-27H3D 2018-11-27 2018-11-27 08-55-58\0OnlineEdited—025.D0 AJS-ES
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S75: HPLC-MS of 2



MS Spectrum

*MSD1 SPC, time=0.129:0.166 of D:\LCMS data\2018-11-27\H3D 2018-11-27 2018-11-27 08-55-58\0OnlineEdited--026.0 AJS-ES
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S76: HPLC-MS of 3



MS Spectrum

*MSD1 SPC, time=2.015:2.023 of DADATA\2019-05-13\20190404 2019-05-13 19-42-48\2EB-0301--006.0 MM-APCI, Pos, Scan, F
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S77: HPLC-MS of 4



MS Spectrum

“MSD1 SPC, ime=2.243:2.252 of D\DATA2019-05-14120190404 2019-05-14 19-55-51\2FA-0101.0 MM-APCI, Pos, Scan, Frag:
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S78:

HPLC-MS of 5



MS Spectrum

*MSD1 SPC, ime=2.515:2.524 of D:\DATAZ2019-05-14120190404 2019-05-14 09-51-08\0OnlineEdited—017.0 MM-APCI, Pos, Sca
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S79: HPLC-MS of 6



MS Spectrum

*MSD1 SPC, time=2.559:2.568 of D:\DATA\2019-05-14\20190404 2019-05-14 09-51-04\OnlineEdited-014.D MM-APCI, Pos, Sca
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S80: HPLC-MS of 7



MS Spectrum
*MSD1 SPC, time=2.559:2.585 of D:\DATA\2019-05-14\20190404 2019-05-14 12-06-12\OnlineEdited-028.0 MM-APCI, Pos, Sca
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S81: HPLC-MS of 8



MS Spectrum

*MSD1 SPC, time=2.506:2.524 of D:\DATA\2019-05-14\20190404 2019-05-14 12-06-12\OnlineEdited—-021.0 MM-APCI, Pos, Sca
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S82: HPLC-MS of 9



MS Spectrum

*MSD1 SPC, time=2.496:2.558 of D:\LCMS\20200310\ACA_20200310 2020-03-11 14-09-50\OnlineEdited--012.D MM-APCI, Pos, S
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S83: HPLC-MS of 10



MS Spectrum

*MSD1 SPC, time=2.540:2.593 of D:\LCMS\20200223\ACA_20200221 2020-02-24 09-55-55\0OnlineEdited--039.0 MM-APCI, Pos, S
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S84: HPLC-MS of 11



MS Spectrum

“MSDZ SPC, ime=2.501:2.597 of D\LCMS\20200223'\ACA_20200221 2020-02-24 09-55-55\0nlineEdited—022.D0 MM-ES, Pos, Sca
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S85: HPLC-MS of 12



MS Spectrum

*MSD1 SPC, time=2.496:2.558 of D:\LCMS\20200310\ACA,_20200310 2020-03-11 14-09-50\OnlineEdited--012.0  MM-APCI, Pos, S
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S86: HPLC-MS of 13



MS Spectrum

*MSD1 SPC, time=2.409:2.567 of D:\LCMS\20200223\ACA_20200221 2020-02-24 09-55-55\0OnlineEdited--041.0 MM-APCI, Pos, S
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S87: HPLC-MS of 14



MS Spectrum

*MSD1 SPC, time=2.470:2 505 of DALCMS\20201020\ACA_20201020 2020-10-20 10-15-14\OnlineEdited--008.0 MM-APCI, Pos, S
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S88: HPLC-MS of 15



MS Spectrum
*MSD1 SPC, time=2.506:2.524 of D:\DATA\2019-05-13\20190404 2019-05-13 19-42-48\OnlineEdited-028.0 MM-APCI, Pos, Sca
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S89: HPLC-MS of 16



MS Spectrum

*MSD1 SPC, time=2.471:2.489 of D:\DATA\2019-05-13120190404 2019-05-13 19-42-48\2EC-0401--017.D0 MM-APCI, Pos, Scan, F
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S90: HPLC-MS of 17



MS Spectrum
*MSD1 SPC, time=2.488:2.523 of D:\LCMS\20201020\ACA_20201020 2020-10-20 10-15-14\OnlineEdited--012.D0 MM-APCI, Pos, S
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S91: HPLC-MS of 18



MS Spectrum
*MSD1 SPC, time=2.417:2.426 of D:\LCMS\20200223\ACA_20200221 2020-02-24 09-55-55\OnlineEdited—-040.0 MM-APCI, Pos, S
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S92: HPLC-MS of 19



MS Spectrum

*MSD1 SPC, time=2.496:2.549 of D:\LCMS\20200310\ACA_20200310 2020-03-11 14-09-50\OnlineEdited--014.D  MM-APCI, Pos, S
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S93: HPLC-MS of 20



MS Spectrum

*MSD1 SPC, time=2.409:2.444 of DALCMS\20201020\ACA_20201020 2020-10-20 10-15-14\OnlineEdited--022.0 MM-APCI, Pos, S
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S94: HPLC-MS of 21



MS Spectrum
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S95: HPLC-MS of 22



MS Spectrum
*MSD1 SPC, time=2.558:2.619 of DALCMS\20200310\ACA_20200310 2020-03-11 14-09-50\OnlineEdited--023.0 MM-APCI, Pos, S
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S96: HPLC-MS of 23



MS Spectrum

*MSD1 SPC, time=2.410:2.708 of D:\DATA\2019-05-15\20190404 2019-05-15 09-25-20\1FC-0301--005.0 MM-APCI, Pos, Scan, F
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S97: HPLC-MS of 24



MS Spectrum

*MSD1 SPC, time=2.541:2.550 of D:\DATA\2019-05-14\20190404 2019-05-14 12-06-1211EF-0101.D MM-APCI, Pos, Scan, Frag:
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S98: HPLC-MS of 25



MS Spectrum
*MSD1 SPC, time=2.461:2.540 of DALCMS\20200310\ACA_20200310 2020-03-10 10-18-45\0OnlineEdited-002.0 MM-APCI, Pos, S
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S99: HPLC-MS of 26



MS Spectrum
*MSD1 SPC, time=2.558:2.628 of D:\LCMS\202003100MACA_20200310 2020-03-10 11-04-42\1EG-0101.0 MM-APCI, Pos, Scan, Frag
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S100: HPLC-MS of 27



