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Figure 52: 3C-NMR spectrum of compound 3 (150 MHz, DMSO/ds)

T T T T T T T T T
200 130 120 17 160 10 140 130 120 110

T
210




-

289

069
069
o]
o]
SES
T
5 %]
L6
EEL
EEL
L
L
seed,
s
1
2L
i
TEL
TEL
B L
oo
B0rE
s0e]
ored
org

0T~
60T

=00E

re0'1
260
260

zot

Al

75

5.5 SO0o45% 40 35 30 25 2.0 15 10 0% i)

£
f1 (ppril

Figure S3: 'TH-NMR spectrum of compound 4 (600 MHz, DMSO/ds)
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Figure S5: 'TH-NMR spectrum of compound 5a (600 MHz, DMSO/ds)
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Figure S6: 3C-NMR spectrum of compound 5a (150 MHz, DMSO/ds)
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Figure S7:'H-NMR spectrum of compound 5b (600 MHz, DMSO/ds)
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Figure S9: 'H-NMR spectrum of compound 5¢ (600 MHz, DMSO/ds)

20 115 110 105 100 95 90 &85 &80 75 70 65

125

057€3~
O GZ="

00 Fe—

C9E9—

BBt
10°021
L9TZI-E
9£°921
mm.mﬁw
P9 ZEI
8B CET~

18 EFl~
CL T

02783~
#6917

PLERT—

90 20 70 60 S0 40 a0 20 10

100

1 {pprm)

Figure 510: ®*C-NMR spectrum of compound 5¢ (150 MHz, DMSO/ds)
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Figure S11: 'TH-NMR spectrum of compound 5d (600 MHz, DMSO/ds)
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Figure S12: 3C-NMR spectrum of compound 5d (150 MHz, DMSO/ds)
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Figure 513: 'H-NMR spectrum of compound 5e (600 MHz, DMSO/ds)
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Figure 514: 3C-NMR spectrum of compound 5d (150 MHz, DMSO/ds)
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Figure S15: 'H-NMR spectrum of compound 5f (600 MHz, DMSO/ds)
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Figure S16: B*C-NMR spectrum of compound 5f (150 MHz, DMSO/ds)
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Figure S17: 'H-NMR spectrum of compound 5g (600 MHz, CDCls)
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Figure S18: ®*C-NMR spectrum of compound 5g (150 MHz, CDCls)
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Figure S19: 'H-NMR spectrum of compound 5h (600 MHz, DMSO/ds)
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Figure S20: *C-NMR spectrum of compound 5h (150 MHz, DMSO/ds)
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Developmental Therapeutics Program | wsc: 0-838401/1 | Conc: 1.00E-5Molar | Test Date: Jun 13, 2022
One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
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Mean 36.34
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Range
150 100 50 0 -50 100 150

Figure S21. NCI SRB assay mean graph of compound 5a at 10 uM concentration.
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Developmental Therapeutics Program | wsc: 0-838498/1 | Cone: 1.00E-5 Molar

Test Date: Jun 13, 2022

One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
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150 100 50 0 -50 -100 -150

Figure 522. NCI SRB assay mean graph of compound 5b at 10 uM concentration.
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Developmental Therapeutics Program

NSC: D-838493/1 Conc: 1.00E-5 Molar Test Date: Jun 13, 2022
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One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
eukemia
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Figure S23. NCI SRB assay mean graph of compound 5¢ at 10 pM concentration.
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Developmental Therapeutics Program | wsc: p-838492/1 | Conc: 1.00E-5Molar | Test Date: Jun 13, 2022

One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
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Figure 524. NCI SRB assay mean graph of compound 5d at 10 uM concentration.
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Developmental Therapeutics Program | wsc: p-83s8499/1 Icmc: 1.00E-5Molar | Test Date: Jun 13, 2022

One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
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Figure 525. NCI SRB assay mean graph of compound 5e at 10 uM concentration.
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One Dose Mean Graph

NSC: D-838495/1

Conc: 1.00E-5 Molar Test Date: Jun 13, 2022

Experiment ID: 22060537 Report Date: Aug 09, 2022
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ACHN 75.11
I-1 71.68
RXF 393 54.73
12C 71.28
TK-10 1m.az
Prostate Cancer
-3 95.58
DU-145 106.58
7 25.39
HS 578T 87.83
T-549 100.49
T-47D 56.57
MDA-MB-468 50.59
Mean 16.78
Dela 80.84
Range 117.87
150

100 50

Figure 526. NCI SRB assay mean graph of compound 5f at 10 uM concentration.
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One Dose Mean Graph

NSC: D-B38494 11 Conc: 1.00E-5 Molar

Test Date: Jun 13, 2022

Experiment ID: 22060537

Report Date: Aug 09, 2022

Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
eukemia
CCRF-CEM -2212 f—
HL-60(TB) -45.44 [—
K-562 -22.75 fr—
MOLT-4 -44.85 [—
RPMI-B226 -28.80 f—
MNon-5mall Call Lung Cancer
ASAWATCC 7483
EK -20.50 f—
HOP-62 85.38
.02 _ —
NCI-H226 -15.77 —t—
NCI-HZ23 12.05 —
NCI-H322M 4624
NCI-H460 68.43
NCI-H522 -81.87
Colon Cancer
COLD 205 -04.90
HCC-2988 85.65
T-116 -
HCT-15 -61.56 ——
: —
KM12 73.65
SW-620 -BR.72
CNS Cancer
SF-268 6502
SF-205 a6.75
SF-538 -12.33 ]
SHE-18 70.08
SHNEB-TS 103.13
uz 67.52
Melal
LOX NI -100.00
MALME-3M -81.40
4 -48.57
MDA-MB-435 7180
SHE-MEL-2 70,88
SK-MEL-28 -1.77
-MEL-5 7.83
UACLC-257 25.76
UACC-62 21.30
Orearian Cancer
IGROVT 2594 —
OVCAR-3 -83.094
OVCAR-4 -1.88
OVCAR-5 -33.88 f—
OVCAR-8 -39.58 [—
NCUADR-RES 7.88 —
SK-OV-3 93.25
Renal Cancer
786-0 -00.34
Ad98 103.08
ACHN -97.14
CAKI-1 -20.53
RXF 303 -96.23
SH12C -37.68
TE-10 -25.96
Prostate Cancer
-3 25.27
DU-145 1mM
Breast Cancer
MCFT -B6.32
HS 578T B4
BT-540 -21.27
T-ATDr -66.30
MDA-MB-468 -67.01
Mean -8.44
Delta 91.56
Rangs 20313
150 100 50 0 -50 -100 -150

Figure S27. NCI SRB assay mean graph of compound 5g at 10 pM concentration.
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NSC: D-B3B487 11

Conc: 1.00E-5 Molar Test Date: Jun 13, 2022

One Dose Mean Graph Experiment ID: 22060537 Report Date: Aug 09, 2022
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
sukemia | |
CCRF-CEM -22.54
HL-GO{TB) 1257
K-562 26.04
MOLT-4 347 f—
RPMI-B226 4217
MNon-Small Cell Lung Cancer
ASAWATCC 100,03
EKVX 1046
HOP-62 97487
HOP-82 93.26
NCI-H226 69.78
NCI-H23 86.93
MCIH322ZM 100,17
NCI-H460 84.32
NCI-H522 49.11
Colon Cancer
COLO 205 74.38
HCC-2998 110.79
HCT-116 41.33
HCT-15 71.12
HT29 86.98
KMI12 102.21
SW-620 107
CNS Cancer
SF-268 9238
SF-285 10627
SF-538 81.43
SNB-19
SHB-T5 61.02
251 9591
Mela
LOX IMVI 40.33
MALME-3M 19.03
M4 16.27
MDA-MB-435 94,96
SK-MEL-2 94.16
SK-MEL-28 N
SK-MEL-5 97.76
UACC-257 85894
UACC-52 77.30
Owarian Cancer
IGROVT 101.26
OVCAR-3 43.18
OVCAR-4 86.78
OVCAR-5 102.84
OVCAR-8 90.63
NCUADR-RES 9746
SK-0V-3 9548 —
Renal Cancer
786-0 8237
Ad93 110,16
ACHN 7889
CAKI-1 78.44
RX¥F 383 57.27
SN12C 8313
TE-10 128.63
Prostate Cancer
PC-3 85.18
DU-145 96.65
Breast Cancer
MCF7 33188
HS 578T 85.66
BT-540 9518
T-470 52.38
MDA-MB-468 49.96
Mean 715.64
Delta 9418 ——
Range 15117
150 100 50 0 -50 100 150

Figure 528. NCI SRB assay mean graph of compound 5h at 10 uM concentration.
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