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Figure S1. Anticancer screening data of compound 1 at single dose assay

Developmental Therapeutics Program | nsc: p-797815/1 | Conc: 1.00E-5 Molar | Test Date: May 01,2017

One Dose Mean Graph Experiment ID: 17050596 Report Date: May 18, 2017
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia

CCRF-CEM 12.43 =
HL-60(TB) -51.88
K-562 -26.59 [F—
MOLT-4 4.40 =
RPMI-8226 -36.88 1
Non-Small Cell Lung Cancer
AS549/ATCC 44.88 —
EKVX 63.26
HOP-62 78.96 =
HOP-92 81.99
NCI-H226 84.36
NCI-H23 62.57 —
NCI-H322M 69.84 [r—
NCI-H460 -54.44
NCI-H522 64.19 —
Colon Cancer
COLO 205 -63.45
HCC-2998 -5.02
HCT-116 -78.86
HCT-15 3.28 —
HT29 2.58 S
KM12 23.20 L
SW-620 -66.45
CNS Cancer
SF-268 61.21 I
SF-295 40.41 ]
SF-539 34.26 -
SNB-19 49.62 —
U251 7.49 —
Melanoma
LOX IMVI -57.73
MALME-3M -65.40
M14 -49.76
MDA-MB-435 13.55
SK-MEL-2 78.76
SK-MEL-28 -65.40
SK-MEL-5 -82.49
UACC-257 -8.72
UACC-62 43.16
Qvarian Cancer
IGROV1 36.30 —
OVCAR-3 44.42 —
OVCAR-4 31.81 ]
OVCAR-5 74.96 e
OVCAR-8 23.54 L
NCI/ADR-RES 44.82 —
SK-OV-3 92.20
Renal Cancer
786-0 30.17
ACHN 50.20
CAKI-1 38.39
RXF 393 48.36
SN12C 45.93
TK-10 80.77
Uo-31 53.76
Prostate Cancer
PC-3 25.61
DU-145 49.53
Breast Cancer
M -12.60
MDA-MB-231/ATCC 46.85
HS 578T 46.76
BT-549 77.10
T-47D 36.46
MDA-MB-468 11.74
Mean 20.76
Delta 103.25
Range 174.69 ﬁ
150 100 50 0 -50 -100 -150




Figure S2. Anticancer screening data of compound 2 at single dose assay

Developmental Therapeutics Program | nsc: D-799588/1 | Conc: 1.00E-5Molar | Test Date: Jul 24, 2017
One Dose Mean Graph Experiment ID: 17070542 Report Date: Aug 17, 2017
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia
CCRF-CEM 103.44
HL-60(TB) 136.13
MOLT-4 95.32
RPMI-8226 98.64
SR 86.78
Non-Small Cell Lung Cancer
AB49/ATCC 111.67
EKVX 95.43
HOP-62 111.45
HOP-92 88.73
NCI-H226 106.68
NCI-H23 94.64
NCI-H322M 88.79 =]
NCI-H460 100.32
NCI-H522 91.58 =
Colon Cancer
COLO 205 105.64
HCC-2998 100.86
HCT-116 94.31
HCT-15 81.53 ==
HT29 68.07 —
KM12 100.50
SW-620 102.99 o
CNS Cancer
SF-268 91.20 =
SF-205 104.64 o
SF-539 105.10 L
SNB-19 99.05
SNB-75 86.05 =
U251 108.12 L
Melanoma
LOX IMVI 95.60
MALME-3M 92.94
M14 93.63
MDA-MB-435 96.83
SK-MEL-2 105.21
SK-MEL-28 112.66
SK-MEL-5 92.71
UACC-257 123.03
UACC-62 94.66
Ovarian Cancer
GROV1 99.10
OVCAR-3 97.23 I
OVCAR-4 101.04 L
OVCAR-5 101.51 L
OVCAR-8 105.20 =
NCI/ADR-RES 96.36 d
SK-0OV-3 121.52 =
Renal Cancer
786-0 93.63
A498 95.26
ACHN 106.83
CAKI-1 97.14
RXF 393 103.51
SN12C 91.18
TK-10 110.20
Uo-31 84.39
Prostate Cancer
PC-3 86.01
DU-145 100.72
Breast Cancer
MCF7 87.13
MDA-MB-231/ATCC 107.27
HS 578T 96.07
BT-549 100.88
T-47D 102.55
MDA-MB-468 106.17
Mean 99.25
Delta 31.18 [—
Range 68.06 |
150 100 50 0 -50 -100 -150




Figure S3. Anticancer screening data of compound 3 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-761972/1 Conc: 1.00E-5 Molar Test Date: Oct 24, 2011

Experiment ID: 11100852

Report Date: Nov 01, 2012

Leukemia
HL-60(TB)
K-562
MOLT-4
RPMI-8226
SR

AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H23
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M

M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
IGROV1
OVCAR-3
OVCAR-4
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-0
A498
ACHN
CAKI-1
RXF 393
SN12C
TK-10
Uo-31
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

HS 578T
BT-549

T-47D
MDA-MB-468

Panel/Cell Line

Non-Small Cell Lung Cancer

MDA-MB-231/ATCC

Mean
Delta
Range

40.15
-13.40
-6.15
10.81
-30.06

47.00
84.09
35.02
25.52
45.76
-16.51
56.08

-88.44
-79.93
-85.85
6.06
9.52
25.62
-17.40

7140
-50.49
67.10
63.58
44.04
11.93

-88.23
5.35
-82.21
-6.69
68.76
-81.53
-8.81
-12.66
-49.34

27.05
73.68
33.15
69.43
74.25
44.88
71.79

-1.18
83.40
26.00
89.35
57.47
58.75
72.06
64.03

23.85
59.54

-32.11
31.49
86.79
35.02
38.80

-9.62

18.91
107.35
177.79

Growth Percent

Mean Growth Percent - Growth Percent

12—

1l |'”|

|

—

150

100

50 0 -50 -100 -150




Figure S4. Anticancer screening data of compound 4 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-797816/1 Conc: 1.00E-5 Molar

Test Date: May 08, 2017

Experiment ID: 17050S00

Report Date: May 26, 2017

Leukemia
CCRF-CEM
HL-60(TB)
K-562
MOLT-4
RPMI-8226

AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H226
NCI-H23
NCI-H322M
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M
M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
IGROV1
OVCAR-3
OVCAR-4
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-
ACHN
CAKI-1
RXF 393
SN12C
TK-10
Uo-31
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

HS 578T
BT-549

T-47D
MDA-MB-468

Panel/Cell Line

SR
Non-Small Cell Lung Cancer

MDA-MB-231/ATCC

Mean
Delta
Range

-34.70
-54.98
-49.14
-45.58
-39.72
-49.90

11.99
19.40
-23.14
-5.92
-99.04
36.10
-17.88
-83.30
-77.84

-78.29
-38.73
-94.73

6.84
-75.38

0.12
-69.61

5.71
-64.59
-36.47
-64.86

9.21
-83.30

-94.90
-71.88
-73.22
-73.87

13.06
-84.86

22.48
-36.88
-72.29

-57.90
6.84
18.47
28.40
9.93
17.62
69.60

-80.95
-66.33
16.37
-27.89
-1.54
23.04
12.51

-43.18
17.44

-29.38
-54.76
10.53
-65.99
1.10
-78.65

-31.86
67.18
168.64

Growth Percent

Mean Growth Percent - Growth Percent

|”“‘. ‘|H| e

150

100 50

o

-50

-100 -150




Figure S5. Anticancer screening data of compound 5 at single dose assay

NSC: D-797798 /1

Conc: 1.00E-5 Molar

Test Date: May 01, 2017

Experiment ID: 17050596

Report Date: May 18, 2017

Mean Growth Percent - Growth Percent

Developmental Therapeutics Program
One Dose Mean Graph
Panel/Cell Line Growth Percent
Leukemia
HL-60(TB) 66.34
K-562 9.28
MOLT-4 33.75
RPMI-8226 20.14
SR -1.30
Non-Small Cell Lung Cancer
AB49/ATCC 51.00
EKVX 86.50
HOP-62 88.83
HOP-82 38.29
NCI-H226 83.88
NCI-H23 81.34
NCI-H322M 81.75
NCI-H460 4.29
NCI-H522 37T
Colon Cancer
COLO 205 -4.98
HCC-2998 60.53
HCT-116 21.03
HCT-15 29.93
HT29 5.18
KM12 52.83
SW-620 74.07
CNS Cancer
SF-268 67.13
SF-295 64.13
SF-539 64.62
SNB-19 61.63
SNB-75 98.92
U251 34.20
Melanoma
LOX IMVI 45.18
MALME-3M 57.01
M14 33.62
MDA-MB-435 51.562
SK-MEL-2 48.41
SK-MEL-28 68.15
SK-MEL-5 50.66
UACC-257 55.10
UACC-62 73.57
Ovarian Cancer
GROV1 56.65
OVCAR-3 72.44
OVCAR-4 60.77
OVCAR-5 83.30
OVCAR-8 83.40
NCI/ADR-RES 74.20
SK-OV-3 93.11
Renal Cancer
786-0 55.48
ACHN 54.29
CAKI-1 76.70
RXF 393 57.83
SN12C 62.15
TK-10 63.30
UO-31 69.31
Prostate Cancer
PC- 35.14
DU-145 75.58
Breast Cancer
MCF7 40.73
MDA-MB-231/ATCC 57.99
HS 578T 52.67
BT-549 78.50
T-47D 57.67
MDA-MB-468 67.61
Mean 56.19
Delta 61.17
Range 103.90
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150
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Figure S6. Anticancer screening data of compound 6 at single dose assay

Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-804743 /1

Conc: 1.00E-5 Molar

Test Date: Apr 30, 2018

Experiment ID: 18040561

Report Date: May 16, 2018

Panel/Cell Line

Leukemia
CCRF-CEM
HL-60(TB)
K-562
MOLT-4
RPMI-8226

SR
Non-Small Cell Lung Cancer
AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H226
NCI-H23
NCI-H322M
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M
M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
IGROV1
OVCAR-3
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-0
A498
ACHN
CAKI-1
RXF 393
SN12C
TK-10
Uo-31
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

MDA-MB-231/ATCC
HS 578T
BT-549

T-47D
MDA-MB-468
Mean

Delta
Range

Growth Percent

Mean Growth Percent - Growth Percent

-44.06
-52.80
-25.45
-56.65
-43.82

-5.08

-66.53
-87.12
-74.48
-76.37
-59.08
-84.89
-99.73
-81.57
-75.62

-55.90
-78.81
-77.38
-89.29
-62.15
-85.53
-80.66

-69.91
-90.09
-93.29
-90.39
-97.70
-59.66

-91.45
-82.63
-82.08
-95.56
-84.91
-97.33
-91.52
-80.55
-94.26

-84.51
-78.83
-98.74
-57.82
-86.43
-80.14

-71.98
-88.73
-95.35
-96.49
-70.42
-93.98
-78.35
-98.13

-79.09
-89.53

-70.69
-94.00
-46.83
-87.92
-63.85
-79.54

-77.22
22.51
94.65

150

100 50

-50

-100 -150




Figure S7. Anticancer screening data of compound 7 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-797792 /1

Conc: 1.00E-5 Molar

Test Date: May 01, 2017

Experiment ID: 17050596

Report Date: May 18, 2017

Panel/Cell Line

Leukemia
CCRF-CEM
HL-60(TB)
K-562
MOLT-4
RPMI-8226

AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H226
NCI-H23
NCI-H322M
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M
M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
IGROV1
OVCAR-3
OVCAR-4
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-
ACHN
CAKI-1
RXF 393
SN12C
TK-10
Uo-31
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

HS 578T
BT-549

T-47D
MDA-MB-468

SR
Non-Small Cell Lung Cancer

MDA-MB-231/ATCC

Mean
Delta
Range

Growth Percent

-6.07
-65.48
-39.70
-32.74
-29.65
-30.19

-45.63
23.19
27.66

-37.20
34.81
41.22

-21.40

-60.64

9.35

-68.17
-55.47
-99.38
-63.69
-49.41
-69.00
-71.93

38.23
-65.01
38.73
-20.21

3.81
-75.61

-94.90
-63.41
-77.21
-80.01
10.51
27.70
-7.69
45.08
-51.12

-58.73
-31.21
-51.22
8.55
-45.63
-19.60
75.76

-96.23
-88.31
-92.03
-65.27
17.72
042
2.86

-10.65
-8.90

-25.03
-62.85
-9.12
76.37
2.46
-50.53

-27.32
72.06
175.75

Mean Growth Percent - Growth Percent

=

)

150

100

50

0 -50

-100 -150




Figure S8. Anticancer screening data of compound 8 at single dose assay

Developmental Therapeutics Program | nsc: D-801866/1 | Conc: 1.00E-5 Molar | Test Date: Nov 13, 2017

One Dose Mean Graph Experiment ID: 17110S00 Report Date: Dec 09, 2017
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia

CCRF-CEM -23.41
HL-60(TB) -12.30
K-562 -44.63
MOLT-4 -46.37
RPMI-8226 -49.24
SR -45.18
Non-Small Cell Lung Cancer
AB49/ATCC -78.09
EKVX -47.77
HOP-62 -63.53
HOP-92 -32.54
NCI-H226 23.24
NCI-H23 -58.81
NCI-H322M -42.30
NCI-H460 -34.61
NCI-H522 -74.15
Colon Cancer
COLO 205 -81.03
HCC-2998 -93.75
HCT-116 -96.24 [
HCT-15 -88.99 [—
HT29 -83.75 |—
KM12 -79.04 p—
SW-620 -58.94 =
CNS Cancer
SF-295 -84.70 ==
SNB-19 AT —
SNB-75 23.47
Melanoma
LOX IMVI -99.54
MALME-3M -56.11
M14 -82.08
MDA-MB-435 -71.05
SK-MEL-2 -52.34
SK-MEL-28 -42.34
SK-MEL-5 64.23
UACC-257 -67.40
UACC-62 -79.00
Ovarian Cancer
IGROV1 -94.22
OVCAR-3 -93.30
OVCAR-4 -67.50
OVCAR-5 16.76

=
OVCAR-8 -84.38 [—
NCI/ADR-RES -52.24 r
SK-OV-3 92.97

Renal Cancer
7

86-0 -89.53
A498 69.82
ACHN -82.43
CAKI-1 -92.49
RXF 393 -91.86
SN12C -87.88
TK-10 -46.59
Uo-31 18.40

Prostate Cancer
PC- -21.40
DU-145 -36.79
Breast Cancer
MCF7 -72.85
MDA-MB-231/ATCC -76.55
HS 578T -30.86
BT-549 75.89
T-47D 33.94
MDA-MB-468 -77.92
Mean -46.72
Delta 5282 |

Range 192.51 ﬁ

150 100 50 0 -50 -100 -150




Figure S9. Anticancer screening data of compound 9 at single dose assay

Developmental Therapeutics Program | nsc: D-804757/1 | Conc: 1.00E-5Molar | Test Date: May 21, 2018

One Dose Mean Graph Experiment ID: 18050564 Report Date: Jun 08, 2018
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia

CCRF-CEM 5.21
HL-60(TB) 21.72
MOLT-4 -8.43
RPMI-8226 -32.81
SR 5.05
Non-Small Cell Lung Cancer
AB49/ATCC -13.99
EKVX 84.53
HOP-62 104.59
HOP-92 23.79
NCI-H226 106.93
NCI-H23 63.08
NCI-H322M 20.66 =
NCI-H460 -70.37
NCI-H522 96.08
Colon Cancer
COLO 205 -93.54
HCC-2998 -51.50
HCT-116 -32.08
HCT-15 -57.84
HT29 -55.24
KM12 -53.04
SW-620 -66.28
CNS Cancer
SF-268 40.23 |
SF-205 -35.20 S ——
SF-539 77.48
SNB-19 18.12 -
SNB-75 76.51
U251 -90.81
Melanoma
LOX IMVI -100.00
MALME-3M 3.21
M14 15.48
MDA-MB-435 -17.26
SK-MEL-2 94.56
SK-MEL-28 63.75
SK-MEL-5 89.93
UACC-257 76.67
UACC-62 92.40

Ovarian Cancer

IGROV1 40.52
OVCAR-3 -28.90
OVCAR-4 -40.99

OVCAR-5 41.09 —
OVCAR-8 -87.34
NCI/ADR-RES -45.12 [
SK-OV-3 102.78 —
Renal Cancer
786-0 -72.53
A498 60.16
ACHN 8.91
CAKI-1 30.45
SN12C 48.28
TK-10 80.51
Uo-31 55.67
Prostate Cancer
PC- 27.74
DU-145 -7.26
Breast Cancer
MCF7 -28.23
MDA-MB-231/ATCC -7.94
HS 578T 92.86
BT-549 97.06
T-47D 65.05
MDA-MB-468 -47.15
Mean 13.57
Delta 113.57 I ——
Range 206.93

150 100 50 0 -50 -100 =150
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Figure S10. Anticancer screening data of compound 11 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-799581 /1

Conc: 1.00E-5 Molar

Test Date: Jul 24, 2017

Experiment ID: 17070842

Report Date: Aug 17, 2017

Panel/Cell Line

Leukemia
CCRF-CEM
HL-60(TB)
MOLT-4
RPMI-8226
SR

AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H226
NCI-H23
NCI-H322M
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M

M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
GROV1
OVCAR-3
OVCAR-4
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-0
A498
ACHN
CAKI-1
RXF 393
SN12C
TK-10
Uo-31
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

HS 578T
BT-549

T-47D
MDA-MB-468

Non-Small Cell Lung Cancer

MDA-MB-231/ATCC

Mean
Delta
Range

-46.66
-73.26
-62.57
-49.28
-56.78

-83.13
-84.14
-86.15
-88.51
-55.75
-71.93
-86.00
-86.20
-79.22

-83.45
-84.68
-94.79
-82.28
-86.12
-80.70
-82.33

-81.22
-91.75
-87.70
-88.04
-95.12
-89.74

-86.23
-82.91
-90.18
-93.55
-92.47
-92.33
-95.48
-88.77
-85.61

-78.77
-95.88
-80.86
-93.52
-76.35
-67.61
-96.25

-90.70
-97.92
-95.87
-93.50
-91.45
-83.28
-94.69
-92.62

-84.86
-87.37

-69.74
-87.12
-60.53
-88.14
-58.03
-90.49

-83.06
14.86
51.26

Growth Percent

Mean Growth Percent - Growth Percent

]

|I'l'r'

150

100 50

0 -50

-100 -150
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Figure S11. Anticancer screening data of compound 12 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-801870/1 Conc: 1.00E-5 Molar

Test Date: Nov 13, 2017

Experiment ID: 17110S00

Report Date: Dec 09, 2017

Panel/Cell Line

Leukemia
CCRF-CEM
HL-60(TB)
K-562
MOLT-4
RPMI-8226

AB49/ATCC
EKVX
HOP-62
HOP-92
NCI-H226
NCI-H23
NCI-H322M
NCI-H460
NCI-H522
Colon Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-268
SF-295
SF-539
SNB-19
SNB-75
U251
Melanoma
LOX IMVI
MALME-3M
M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-5
UACC-257
UACC-62
Ovarian Cancer
IGROV1
OVCAR-3
OVCAR-4
OVCAR-5
OVCAR-8
NCI/ADR-RES
SK-OV-3
Renal Cancer
786-
A498
ACHN
CAKI-1
RXF 393

Uo-31
Prostate Cancer
P

DU-145
Breast Cancer
MCF7

BT-549
T-47D
MDA-MB-468

SR
Non-Small Cell Lung Cancer

MDA-MB-231/ATCC
HS 578T

Mean
Delta
Range

Growth Percent

1.15
-34.96
-33.39
-11.10
-14.81
-46.14

-12.00
9.77
69.02
19.03
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Figure S12. Anticancer screening data of compound 13 at single dose assay

NSC: D-806830/ 1

Conc: 1.00E-5 Molar

Test Date: Aug 27, 2018

Experiment ID: 18080S00

Report Date: Sep 19, 2018

Mean Growth Percent - Growth Percent

Ll antl ] III,J.I|TJJ ”Iﬁ

Developmental Therapeutics Program
One Dose Mean Graph
Panel/Cell Line Growth Percent
Leukemia
CCRF-CEM 41.83
HL-60(TB) 31.23
K-562 1.94
MOLT-4 35.13
RPMI-8226 36.05
SR -5.95
Non-Small Cell Lung Cancer
AB49/ATCC 89.79
EKVX 90.87
HOP-62 89.02
HOP-92 26.43
NCI-H226 91.05
NCI-H23 103.64
NCI-H322M 95.30
NCI-H460 78.31
NCI-H522 96.84
Colon Cancer
COLO 205 77.78
HCC-2998 55.97
HCT-116 44.43
HCT-15 60.52
HT29 10.58
KM12 95.99
SW-620 79.82
CNS Cancer
SF-268 85.75
SF-295 102.17
SF-539 90.37
SNB-19 84.78
SNB-75 87.15
U251 68.86
Melanoma
LOX IMVI 69.61
MALME-3M 106.33
M14 71.38
MDA-MB-435 73.37
SK-MEL-2 106.66
SK-MEL-28 105.97
SK-MEL-5 90.72
UACC-257 105.72
UACC-62 78.46
Ovarian Cancer
IGROV1 65.07
OVCAR-3 97.34
OVCAR-4 87.74
OVCAR-5 101.36
OVCAR-8 97.00
NCI/ADR-RES 85.60
SK-OV-3 100.41
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786- 65.47
A498 85.07
ACHN 101.28
CAKI-1 77.34
RXF 393 78.43
SN12C 78.61
TK-10 95.51
UO-31 66.48
Prostate Cancer
PC- 25.74
DU-145 93.70
Breast Cancer
MCF7 83.88
MDA-MB-231/ATCC 70.12
HS 578T 85,61
BT-549 89.92
T-47D 69.76
MDA-MB-468 37.81
Mean 74.89
Delta 80.84
Range 112.61
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Figure S13. Anticancer screening data of compound 14 at single dose assay

Developmental Therapeutics Program | nsc: D-799580/1 | Conc: 1.00E-5Molar | Test Date: Jul 24, 2017
One Dose Mean Graph Experiment ID: 17070542 Report Date: Aug 17, 2017
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Figure S14. Anticancer screening data of compound 15 at single dose assay

Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-806835/ 1

Conc: 1.00E-5 Molar

Test Date: Aug 27, 2018

Experiment ID: 18080S00

Report Date: Sep 19, 2018
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Figure S15. Anticancer screening data of compound 16 at single dose assay

One Dose Mean Graph

Developmental Therapeutics Program

NSC: D-806829 /1

Conc: 1.00E-5 Molar

Test Date: Aug 27, 2018

Experiment ID: 18080S00

Report Date: Sep 19, 2018
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Figure S16. Anticancer screening data of compound 17 at single dose assay

NSC: D-799582 /1

Conc: 1.00E-5 Molar

Test Date: Jul 24, 2017

Experiment ID: 17070842

Report Date: Aug 17, 2017

Mean Growth Percent - Growth Percent

Developmental Therapeutics Program
One Dose Mean Graph
Panel/Cell Line Growth Percent
Leukemia
CCRF-CEM 93.13
HL-60(TB) 101.91
MOLT-4 66.97
RPMI-8226 95.01
SR 81.99
Non-Small Cell Lung Cancer
A549/ATCC 92.00
EKVX 96.88
HOP-62 92.38
HOP-92 83.99
NCI-H226 97.86
NCI-H23 104.36
NCI-H322M 98.16
NCI-H460 99.60
NCI-H522 100.64
Colon Cancer
COLO 205 94.17
HCC-2998 100.27
HCT-116 84.05
HCT-15 98.94
HT29 69.79
KM12 95.42
SW-620 98.64
CNS Cancer
SF-268 85.30
SF-295 105.62
SF-539 91.23
SNB-19 99.35
SNB-75 78.07
U251 91.42
Melanoma
LOX IMVI 97.13
MALME-3M 101.93
M14 92.64
MDA-MB-435 92.16
SK-MEL-2 99.51
SK-MEL-28 104.73
SK-MEL-5 98.32
UACC-257 113.98
UACC-62 97.99
Ovarian Cancer
GROV1 98.11
OVCAR-3 89.77
OVCAR-4 91.97
OVCAR-5 98.33
OVCAR-8 113.99
NCI/ADR-RES 105.43
SK-OV-3 110.01
Renal Cancer
786-0 94.03
A498 100.24
ACHN 102.50
CAKI-1 81.57
RXF 393 91.38
SN12C 101.25
TK-10 100.39
Uo-31 95.49
Prostate Cancer
PC-3 83.47
DU-145 96.45
Breast Cancer
MCF7 87.35
MDA-MB-231/ATCC 118.35
HS 578T 99.38
BT-549 102.81
T-47D 87.51
MDA-MB-468 86.90
Mean 95.46
Delta 28.49
Range 51.38

150

100 50

0 -50

-100 -150

17




Figure S17. Anticancer screening data of compound 19 at single dose assay

NSC: D-811982/1

Conc: 1.00E-5 Molar

Test Date: Jan 14, 2019

Experiment ID: 19010855

Report Date: Feb 04, 2019

Mean Growth Percent - Growth Percent
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One Dose Mean Graph
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HL-60(TB) -45.20
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MOLT-4 -10.56
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SR -35.35
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NCI-H322M 43.66
NCI-H460 -81.91
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SF-295 77.15
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SNB-75 18.50
U251 -74.34
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MALME-3M -79.10
M14 -46.23
MDA-MB-435 -60.30
SK-MEL-2 -24.68
SK-MEL-28 -35.27
SK-MEL-5 67.13
UACC-257 -66.72
UACC-62 79.36
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OVCAR-8 -48.50
NCI/ADR-RES 14.06
SK-OV-3 14.09
Renal Cancer
786-0 39.28
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ACHN 63.37
CAKI-1 22.37
RXF 393 21.74
SN12C -4.38
TK-10 -68.29
UO-31 34.08
Prostate Cancer
PC- 10.96
DU-145 28.36
Breast Cancer
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HS 578T 25.30
BT-549 55.32
T-47D -34.06
MDA-MB-468 -54.70
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Figure S18. Anticancer screening data of compound 20 at single dose assay

Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-811985/1

Conc: 1.00E-5 Molar

Test Date: Jan 14, 2019

Experiment ID: 19010855

Report Date: Feb 04, 2019
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Figure S19. Anticancer screening data of compound 1 at a 5-dose assay

Dose Response Curves

National Cancer Institute Developmental Therapeutics Program

NSC: D - 797815/ 1

SSPL: 0XHQ | EXP. ID: 1705NS11

Report Date: June 19, 2017

Test Date: May 30, 2017
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Figure S20. Anticancer screening data of compound 3 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves
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Figure S21. Anticancer screening data of compound 4 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves

NSC: D - 797816/ 1

Report Date: June 19, 2017
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Figure S22. Anticancer screening data of compound 6 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves
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Figure S23. Anticancer screening data of compound 7 at a 5-dose assay

Dose Response Curves
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Figure S24. Anticancer screening data of compound 8 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves
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Figure S25. Anticancer screening data of compound 9 at a 5-dose assay

Dose Response Curves
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Figure S26. Anticancer screening data of compound 11 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves

NSC: D - 799581/ 1

SSPL: 0XHQ | EXP. ID: 1709NS63

Report Date: October 27, 2017

Test Date: September 05, 2017

3

Leukemia

Percentage Grawth
o

50

-100

L 1 1 1

CCRF-CEM—&—

E] 7 3 -5 -4
Log, ; of Sample Concentration ( Molar )
HL-60(T8)~ - MOLT-4--- b=

RPMI-8226----E3 -~

100

CNS Cancer

o
S

Parcentage Growth
=

&
3

-100

L 1 L

5 8 7 ] -5 4
Log,,, of Sample Concentration  Molar )
SF-268—e— SF-205--¢—— SF-539--- ==
SNB-19----8--- SNB-75---@-~
Renal Cancer
100 T

o
3

Percantage Growth
=

50
-100 5 5 L
-0 e -7 -6 5 -4
Log, ; of Sample Concentration ( Molar )
786-0—— A498 - ACHN---4--
CAKI-1-m-F - SN12C—-#--
TK-10--- k-

Non-Small Cell Lung Cancer
T

100 et o
% 50
gt
%
= 3]
s
8 L
&
50
-100 ;
£ x -7 Ey 5 4
Log,, of Sample Concentration ( Molar )
AB49ATCC—o— EKVX ——0—— HOP-62---A -
OP- NCI-H226---@--- NCI-H23 - --=-
NCI-H322M=-- &~ NCI-H460- - NCI-H522=--© ="

Melanoma
100

@
S

Percentage Growth
=

&
=)

-100 . . -
E 8 7 -6 5 -4

Logw of Sample Concentration ( Molar )
LOX IMVI—&—  MALME-3M-- -~
MDA-MB-435 SK-MEL-2
SK-MEL UAGC-257

UACC-62--0--

o
=

Prostate Cancer
T
\

o N

Percentage Growth
=

50
-100 ; " ”
-9 -8 =T 8 5 -4
Log, , of Sample Concentration ( Molar )
PC-3—&— DU-145-= =~

100

o
o 3

, Percentage Growth

&
S

Colon Cancer

-100
- -8 T -6 5 -4
Log, , of Sample Concentration ( Molar )

COLO205—&— HCC-2098——4—— HCT-116--- -

HCT-15--+E -~ HT29---@-- KM12--

SW-620--- k=

Ovarian Cancer

100

2]
3

Parcentage Grawth
o

-50
-100 - .
-9 -8 T 3 -5 -4
Log, , of Sample Concentration ( Molar )
IGROVI—&— S OVCAR-4---4-
OVCAR-5----8 - NCIADR-RES--# -

100

@
a

, Percentage Growth
o

50
-100 ‘ ' ‘
-9 -8 -7 -8 -5 -4
Log, ; of Sample Concentration { Molar )
MCF7 —&—  MDA-MB-231/ == 4~~- HS 5787 --
BT-549----5--- T-470---@---  MDA-MB-468--

27




Figure S27. Anticancer screening data of compound 12 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves
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Figure S28. Anticancer screening data of compound 14 at a 5-dose assay

Dose Response Curves

National Cancer Institute Developmental Therapeutics Program
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Figure S29. Anticancer screening data of compound 15 at a 5-dose assay

National Cancer Institute Developmental Therapeutics Program

Dose Response Curves

NSC: D - 806835/ 1

SSPL: 0XHQ | EXP. ID: 1810NS17

Report Date: November 06, 2018

Test Date: October 15, 2018

Leukemia

3

Percentage Grawth
o

50

100 L 1 1 1

-9 el -T 5 -5 -4
Log, , of Sample Concentration { Molar )
CCRF-CEM—&—  HL-60(TB)---~- K-562---f4---
MOLT-4----F3--~ RPM|-8226 -+ -@--~ SR- -4
CNS Cancer
100 T

o
S

1

Parcentage Growth
&
S =
t

-100 L L |
9 -8 7 3 5 -4
Log,,, of Sample Concentration  Molar )

SF-268 —e— SF-205--¢-~- SF-530--- A
SNB-19---&--- SNB-75-- -8~ U251~~~
Renal Cancer
100 =

o
3

Percantage Growth
=

W N
50 T
-100 5 5 o
-0 e -7 -6 5 -4
Log, ; of Sample Concentration ( Molar )
786-0—— A498 - ACHN---4--
CAKI-1-m-F - SN12C—-#--
TK-10--- k-

Non-Small Cell Lung Cancer

100 T
§ 50
gt
©
20
2
§ L
?
-50
A ! L L
20 -2 &1 -7 -8 -5 -4
Log, , of Sample Concentration ( Molar )
AS49/ATCC—E— EKVX ~= ¢~ HOP-62------
- NCI-H226---@--- NCI-H23 -~ 4=
NCI-H322M- - &= NCI-H460- B~ NCI-H522-- O -+

Melanoma
100

@
S

Percentage Growth
=

&
=)

-100 . . -
E 8 7 -6 5 -4
Logw of Sample Concentration ( Molar )
LOX IMVI—&—  MALME-3M-- -~ M14---s-=
MDA-MB-435 SK-MEL-2 SK-MEL-28-—#
SK-MEL: UAGC-257 UAGC-62-- "

Prostate Cancer

100

o
=

Percentage Growth
=

Al

-100 ; "
-9 -8 =T 8 5 -4
Log, , of Sample Concentration ( Molar )
PC-3—&— DU-145-= =~

100

Colon Cancer

o
3

o

 Percentage Growth

&
S

-100
-2 -8 T 6 5 -4
Log, , of Sample Concentration ( Molar )

COLO205—&— HCC-2098——4—— HCT-116--- -

HCT-15--+E -~ HT29---@-- KM12--

SW-620--- k=

Ovarian Cancer

100

2]
3

Parcentage Grawth
o

i
3

-100
-9 -8 T 3 -5 -4
Log,, of Sample Goncentration ( Molar )
IGROV1—&— OVCAR-3--4-~- OVCAR-4---4-
OVCAR: 83 OVCAR-8---#-- NCIADR-RES---# -

Breast Cancer

100

@
a

 Percentage Growth
o

&
3

-100

1 1 1

0

MCF7 —&—  MDA-MB-231/ == 4~~-
BT-549----5--- T-

-8 -7 -8 -5 -4
Log, , of Sample Cencentration { Molar )

HS 578T--
-470---@-- MDA-MB-468--

30



Figure S30. Anticancer screening data of compound 16 at a 5-dose assay
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Figure S31. Anticancer screening data of compound 19 at a 5-dose assay
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Figure S32. Anticancer screening data of compound 20 at a 5-dose assay
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Table S1. Influence of compounds 1, 3, 4, 6, 7-9, 11, 12, 14-16, 19, 20 and standard drugs doxorubicin
(DRB) and 5-fluorouracil (5-FU) on the growth of individual tumor cell panel.

Glse?, UM

Panel/cell line 1 3 4 6 7 8 9 11 12 14 15 16 19 20 DRB G&FU

Leukemia

CCRF-CEM 207 241 174 352 232 227 NT 025 228 167 193 214 131 212 008 9097
HL-60(TB) NT 195 NT 263 NT NT 170 020 NT 164 185 198 103 158 0.19 230
K-562 1.08 040 047 318 196 032 125 NT 157 NT 175 128 122 180 NT 3.58
MOLT-4 179 250 137 246 210 109 159 067 162 142 155 184 135 178 003 0.35
RPMI-8226 194 271 185 391 194 226 206 024 18 160 203 212 NT NT 0.08 0.04
SR 159 222 118 242 149 NT 114 NT NT NT 034 031 NT NT 0.03 NT

MG_MID 169 203 132 302 196 148 155 034 183 158 157 161 123 182 0.08 325
NSC lung cancer

A549/ATCC 173 462 174 189 181 202 179 09 187 181 183 186 159 160 0.06 0.18
EKVX 155 4.04 166 277 168 166 174 173 162 166 148 170 108 160 041 NT
HOP-62 181 589 181 230 191 182 170 171 165 176 181 184 108 198 0.07 0.39
HOP-92 173 136 152 310 141 137 139 142 154 154 135 145 104 148 0.10 779
NCI-H226 198 113 207 400 170 197 179 174 181 210 171 166 672 185 0.05 54.7
NCI-H23 171 111 165 315 176 183 178 160 175 176 170 182 134 177 0.15 0.33
NCI-H322M 163 369 173 478 164 173 168 155 176 172 149 162 174 157 NT NT
NCI-H460 163 192 178 417 065 122 148 121 168 194 177 18 091 171 0.02 0.05
NCI-H522 165 204 171 238 19 193 18 175 170 175 169 170 104 183 0.03 7.27

MG _MID 171 287 174 317 149 173 168 152 171 178 314 172 184 171 011 20.12
Colon Cancer

COLO 205 154 183 174 363 128 138 148 131 175 175 163 162 0.90 149 0.18 0.15
HCC-2998 151 189 175 101 154 131 174 161 158 140 163 158 0.87 079 0.26 0.05
HCT-116 129 164 149 273 152 137 173 031 179 160 180 154 081 169 0.08 0.22
HCT-15 139 306 139 421 131 144 140 097 138 159 165 161 084 153 6.46 0.11
HT29 127 159 063 325 178 120 094 024 193 159 164 148 099 163 0.12 0.17
KM12 173 207 184 609 186 193 192 147 184 189 182 18 091 160 0.27 0.21
SW-620 181 191 179 576 175 192 166 085 183 180 173 178 101 156 0.09 0.92
MG_MID 151 199 152 511 158 151 155 09 173 166 170 164 090 147 1.06 0.26
CNS cancer
SF-268 174 290 179 327 204 191 197 156 188 173 232 195 122 161 0.10 1.62
SF-295 166 177 164 200 170 181 187 167 160 165 171 178 085 178 0.10 NT
SF-539 158 110 169 269 164 152 169 173 170 161 171 171 095 173 0.12 0.06
SNB-19 175 117 186 116 185 193 181 117 204 185 172 191 214 175 0.04 3.81
SNB-75 154 984 149 343 150 NT 198 143 NT 152 148 161 085 153 0.07 78.7
U251 165 194 167 417 174 176 169 NT 175 NT 174 166 092 164 0.04 0.92
MG _MID 165 653 169 453 158 179 183 151 179 167 178 177 115 167 0.08 17.02
Melanoma
LOX IMVI 151 168 159 249 160 167 165 107 172 178 160 163 086 137 0.07 0.24
MALME-3M 150 202 168 264 179 170 177 142 184 166 177 168 0.73 146 0.12 0.05
M14 158 204 161 391 177 189 173 074 183 194 187 180 0.8 169 0.18 0.98
MDA-MB-435 156 171 159 376 165 187 18 110 173 158 161 164 095 178 0.25 0.07
SK-MEL-2 184 325 190 331 195 201 181 172 184 184 219 188 173 192 0.17 56.7
SK-MEL-28 162 170 175 587 166 181 181 155 215 166 184 177 095 182 0.21 1.03
SK-MEL-5 138 168 170 214 169 170 170 167 167 185 190 182 091 172 0.08 0.46
UACC-257 195 249 195 524 192 219 186 178 197 187 18 18 107 182 0.14 3.55
UACC-62 182 192 18 313 179 173 177 176 205 174 168 184 582 178 0.12 0.52

MG _MID 164 205 174 361 176 184 177 142 187 177 181 177 154 171 0.15 7.07
Ovarian Cancer

IGROV1 165 NT 18 408 179 169 173 183 184 170 141 179 089 150 0.17 1.22
OVCAR-3 166 19 183 269 162 179 191 046 167 181 184 188 093 148 039 0.01
OVCAR-4 145 448 172 563 165 18 199 024 18 166 169 166 086 153 037 4.43
OVCAR-5 151 119 169 124 160 175 167 169 164 168 161 177 176 171 041 10.9
OVCAR-8 183 383 19 255 187 199 201 112 191 186 199 212 116 213 0.10 1.74
NCI/ADR-RES 163 102 176 202 178 198 184 135 174 191 189 205 099 174 716 0.31
SK-OV-3 183 141 254 145 273 181 189 173 187 177 176 179 442 172 022 21.8

MG _MID 165 775 191 467 18 184 186 120 179 177 174 186 157 169 1.26 5.77
Renal Cancer

786-0 162 225 160 266 166 176 171 040 192 185 18 184 084 168 0.13 0.72
A498 217 167 163 114 168 203 187 149 163 156 599 171 383 154 0.10 0.35
ACHN 170 344 169 293 171 184 176 171 198 177 168 172 142 176 0.08 0.27
CAKI-1 155 305 162 370 162 181 169 149 174 15 145 161 169 152 0.95 0.07
RXF 393 168 288 181 184 15 174 161 167 162 NT 138 135 083 162 0.10 2.61
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SN12C 162 402 164 334 168 179 183 181 188 173 167 179 084 164 0.07 0.49
TK-10 176 464 184 266 189 183 181 161 166 169 177 188 221 1.78 NT 1.12
U0-31 156 105 154 359 156 152 147 150 164 150 129 146 0.82 134 049 1.42
MG_MID 171 594 147 401 167 179 172 146 176 166 213 167 156 161 0.27 0.88
Prostate cancer
PC-3 294 148 155 305 161 165 158 116 158 176 166 153 165 170 0.32 2.36
DU-145 302 230 172 225 174 177 198 148 177 176 179 181 121 172 011 0.36
MG _ MID 298 189 164 265 167 171 178 132 167 176 172 167 143 171 021 1.36
Breast cancer
MCF7 129 216 158 314 144 137 177 049 145 156 162 151 083 160 0.03 0.07
MDA-MB- 177 350 188 145 166 181 180 134 183 180 191 198 096 177 051 6.60
31/ATCC '
HS 578T 199 6.16 205 320 19 187 179 161 179 19 182 194 099 180 0.33 9.77
BT-549 179 101 155 346 168 168 166 169 184 184 190 148 256 164 0.23 10.6
T-47D 173 408 168 538 171 172 163 180 157 167 167 155 151 167 0.06 8.12
MDA-MB-468 166 179 170 104 161 178 168 152 174 174 156 159 0.82 158 0.05 NT
MG _MID 171 312 174 6.68 168 171 172 141 171 176 175 167 128 168 0.19 7.03
MG_MIDso 170 383 165 421 168 173 175 129 177 172 199 172 142 166 0.38 6.97

aGlso was the drug concentration resulting in a 50% reduction in the net protein increase (as measured by SRB
staining) in control cells during the drug incubation, determined at five concentration levels (100, 10, 1.0, 0.1 and 0.01

UM).
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Table S2. Influence of compounds 1, 3, 4, 6, 7-9, 11, 12, 14-16, 19, 20 on the growth of individual tumor
cell panel.

Panel/cell line TGl pM

1 3 4 6 7 8 9 11 12 14 15 16 19 20
Leukemia
CCRF-CEM 491 8.96 3.93 145 6.73 5.63 NT 0.74 NT NT NT 6.06 526 556
HL-60(TB) NT NT NT 7.02 NT NT 350 0.46 NT 3.63 406 4.02 227 362
K-562 3.79 >100 2.02 10.8 7.00 NT 3.50 NT NT NT NT NT 3.63 5.04
MOLT-4 4.50 NT 3.15 6.80 5.04 NT 3.70 230 359 NT NT 416 407 3.86
RPMI-8226 451 10.1 4.15 149 458 4.73 4.10 0.63 4.54 NT 4.42 4.63 NT NT
SR 3.79 >100 3.13 7.17 4.12 NT 3.16 NT NT NT NT NT NT NT

MG_MID 430 5476 328 1019 549 518 359 103 406 363 424 472 381 452
NSC lung cancer

A549/ATCC 324 178 328 371 343 373 352 245 350 NT 366 362 511 318
EKVX 303 201 329 827 337 321 338 349 311 NT 29 329 294 310
HOP-62 342 204 349 516 375 341 325 334 313 NT 356 359 236 4.04
HOP-92 333 307 319 146 29 277 277 301 301 314 280 297 346 321
NCI-H226 409 285 425 169 347 381 354 401 363 NT 377 347 183 3.66
NCI-H23 339 246 326 125 350 340 337 317 NT 339 327 342 400 332
NCI-H322M 3.03 103 319 169 303 314 307 279 316 311 405 301 638 291
NCI-H460 321 380 335 152 220 281 309 277 NT 382 337 350 171 333
NCI-H522 342 419 332 731 377 350 344 335 323 333 338 336 217 363

MG _MID 335 1782 340 1117 3.28 3.30 3.27 3.15 3.25 3.36 3.42 3.36 516 3.38
Colon Cancer

COLO 205 324 325 346 139 268 279 297 294 324 359 319 326 194 3.23
HCC-2998 293 381 346 230 297 276 319 3.05 NT NT 321 318 162 214
HCT-116 263 311 281 106 288 282 331 125 333 311 NT NT 154 321
HCT-15 277 104 275 164 268 284 281 232 NT 315 320 317 176 292
HT29 285 3.62 197 138 363 258 231 054 350 NT 323 308 204 328
KM12 324 426 351 203 344 360 342 291 341 363 333 357 165 3.02
SW-620 341 400 354 188 349 375 323 226 NT 337 336 354 211 3.04
MG_MID 301 330 307 1669 311 302 303 218 337 337 325 330 180 298
CNS cancer
SF-268 354 977 350 116 531 364 371 339 379 NT 844 412 269 325
SF-295 313 362 306 404 319 326 342 321 301 317 330 329 158 321
SF-539 301 241 316 926 307 299 313 3.19 NT 301 315 311 173 313
SNB-19 320 261 343 253 335 344 336 272 368 340 354 362 811 317
SNB-75 291 217 290 148 294 NT 384 287 NT 3.09 294 310 362 297
U251 309 418 315 159 323 326 317 NT NT NT 329 317 182 332
MG _MID 315 413 320 1348 351 331 344 308 349 317 411 340 326 318
Melanoma
LOX IMVI 303 319 305 676 308 316 3.01 242 NT NT 3.00 302 157 270
MALME-3M 305 356 344 801 347 346 348 NT  3.79 NT 356 326 142 2091
M14 313 3.87 312 148 331 338 326 219 330 359 358 362 176 334
MDA-MB-435 295 336 321 140 302 349 328 236 319 300 297 3.07 181 3.20
SK-MEL-2 375 817 363 122 409 369 348 318 332 343 483 352 504 358
SK-MEL-28 315 314 330 184 318 335 332 3.03 NT 311 338 326 167 325
SK-MEL-5 270 314 3.09 494 306 314 308 307 308 332 368 339 165 319
UACC-257 373 647 370 170 389 429 363 334 365 354 354 368 221 3.65
UACC-62 325 393 33 109 321 316 322 339 364 323 320 339 126 317

MG_MID 3.19 4.31 332 1189 3.37 3.46 3.30 2.87 3.42 3.32 3.53 3.36 330 322
Ovarian Cancer

IGROV1 3.26 NT 372 148 348 328 327 361 NT 337 308 343 167 295
OVCAR-3 313 384 342 706 310 340 337 160 NT NT 351 35 179 285
OVCAR-4 281 175 379 208 312 339 360 094 338 325 332 316 285 3.09
OVCAR-5 289 246 318 253 304 332 307 318 313 NT 301 321 615 3.06
OVCAR-8 351 156 361 666 3.66 394 425 280 3.65 NT NT 457 280 461
NCI/ADR-RES 318 240 347 452 359 380 352 301 NT NT 393 459 217 337
SK-OV-3 349 289 397 286 793 337 350 323 330 327 326 325 120 317

MG_MID 318 19.07 359 1539 399 350 351 262 337 330 33 368 420 330
Renal Cancer

786-0 316 484 306 859 321 351 348 160 359 348 414 351 158 344
A498 563 381 329 245 367 379 360 294 314 29 214 313 112 290
ACHN 309 115 306 956 308 326 314 316 345 324 307 310 340 314
CAKI-1 289 137 323 138 297 322 3.05 289 315 NT 282 306 558 285
RXF 393 318 117 351 415 298 332 310 327 313 NT 278 286 159 3.07
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SN12C 3.03 168 3.11 120 320 331 344 355 337 333 330 341 167 315
TK-10 3.50 16.7 332 715 361 345 337 308 323 320 333 359 975 336
U0-31 2.99 255 2.99 157 3.00 289 282 29 3.04 NT 268 285 224 265
MG_MID 343 1736 320 1193 322 334 325 293 326 324 544 319 463 307
Prostate cancer
PC-3 294 333 2.97 123 317 3.06 302 262 3.00 NT 316 298 748 3.28
DU-145 302 470 314 502 323 333 35 287 330 328 337 340 301 315
MG_MID 298 4.02 306 866 320 320 329 275 315 328 327 319 525 322
Breast cancer
MCF7 2.77 554  3.39 145 3.01 292 354 206 NT 325 338 318 173 340
MDA-MB-31/ATCC 3.21 130 348 293 320 335 347 277 NT 340 412 391 171 3.27
HS 578T 4.79 24.7 486 132 469 439 404 378 3.9 NT 408 426 223 407
BT-549 3.46 24.5 296 127 324 323 314 332 356 NT 3.78 314 923 3.07
T-47D 3.71 163 403 209 369 347 346 402 315 364 331 326 515 345
MDA-MB-468 338 374 344 240 345 343 330 303 333 345 313 322 166 3.20
MG_MID 355 1463 369 1910 355 347 349 316 350 344 363 350 362 341
MG_MIDeo 334 1549 331 1317 364 353 335 264 343 335 380 352 389 336

aTGl is a molar concentration of the compound leading to total inhibition
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Table S3. Influence of compounds 1, 3, 4, 6, 7-9, 11, 12, 14-16, 19, 20 on the growth of individual tumor

cell panel.
i LCso?, UM
Panel/cell line 1 3 4 6 7 8 9 11 12 14 15 16 19 20
Leukemia
CCRF-CEM >100 >100 8.88 653 >100 >100 NT NT >100 NT >100 >100 >50.0 >100
HL-60(TB) NT >100 NT 32.6 NT NT 719 NT NT NT NT NT 5.00 NT
K-562 >100 >100 6.68 438  >100 NT NT NT >100 NT >100 >100 >50.0 >100
MOLT-4 >100 >100 7.25 38.2 74.8 NT NT NT NT NT  >100 NT 27.9 NT
RPMI-8226 >100 >100 9.27 52.9 96.8 NT NT NT >100 NT NT >100 NT NT
SR NT >100 NT >100 >100 NT NT NT NT NT >100 >100 NT NT
MG_MID >100 >100 8.02 55.47 9432 >100 7.19 - >100 - >100 >100 33.22 >100
NSC lung cancer
AB49/ATCC 6.08 52.4 6.16 7.31 6.50 6.89 NT NT NT NT NT NT >50.0 6.34
EKVX 5.92 >100 6.53 38.4 6.77 NT 6.56 NT NT NT NT 6.35 26.5 6.01
HOP-62 6.46 58.9 6.52 16.7 7.34 6.38 NT NT NT NT NT NT >50.0 NT
HOP-92 6.42 6.92 6.67 47.0 NT 5.61 552 6.42 NT NT NT 6.11 23.1 6.96
NCI-H226 8.43 71.8 NT 82.2 7.09 NT NT NT NT NT NT NT 49.9 NT
NCI-H23 6.68 54.5 6.47 40.0 6.95 NT 6.39 NT NT NT NT 6.41 175 6.24
NCI-H322M 5.64 36.0 5.89 42.1 5.60 5.70 5.61 NT NT NT >100 5.62 18.6 5.43
NCI-H460 6.30 7.56 6.30 46.2 6.12 NT 6.45 NT NT 7.53 NT NT 3.19 6.49
NCI-H522 NT 8.59 6.43 31.7 7.49 6.35 NT  6.40 NT NT 6.78 6.64 4,54 NT
MG_MID 6.49 44.07 6.37 39.07 6.73 6.18 6.11 6.41 - 7.53 53.39 6.23 27.04 6.24
Colon Cancer
COLO 205 6.82 5.77 6.86 43.0 5.61 5.64 NT NT NT NT NT NT 4.17 6.96
HCC-2998 5.68 7.69 6.85 52.3 5.72 NT NT NT NT NT NT NT 3.02 497
HCT-116 5.38 5.92 5.31 52.9 5.47 NT NT NT NT 6.05 NT NT 2.93 6.08
HCT-15 5.562 42.3 5.52 45.4 5.47 5.59 NT NT NT NT NT NT 3.69 5.56
HT29 NT 8.23 4.85 41.8 7.42 5.56 NT 1.75 NT NT NT NT 4.22 6.59
KM12 6.09 8.78 6.68 55.1 NT 6.71 NT 578 NT NT NT 6.85 3.00 5.67
SW-620 6.44 8.35 7.03 47.0 6.95 NT NT NT NT 6.31 NT 7.04 4.39 5.93
MG_MID 598 1243 616 4821 6.11 5.87 - 3.76 - 6.18 - 6.94 3.63 5.96
CNS cancer
SF-268 7.19 65.6 6.84 49.6 315 NT 6.98 NT NT NT  67.9 8.68 14.8 6.56
SF-295 5.90 7.40 5.72 8.15 5.99 5.88 6.24 NT NT NT NT 6.08 2.94 5.79
SF-539 5.72 52.7 5.90 33.0 5.78 NT 5.80 NT NT NT 5.79 5.66 3.17 5.67
SNB-19 5.86 58.1 6.31 55.2 6.07 NT NT NT NT NT NT NT 25.0 5.74
SNB-75 5.50 47.1 5.63 46.5 5.76 NT 7.44 572 NT NT 5.85 5.97 17.1 5.77
U251 5.76 9.00 5.94 455 5.98 6.07 NT NT NT NT NT 6.07 NT 6.72
MG_MID 598 3998 6.06 39.66 10.18 597 661 572 - - 2651 649 1260 6.04
Melanoma
LOX IMVI NT 6.05 5.84 29.0 NT NT 5.49 NT NT NT NT NT 2.86 5.31
MALME-3M 6.18 6.27 7.08 325 6.72 NT 6.84 NT NT NT NT 6.34 2.74 5.82
M14 6.19 7.34 6.04 415 6.19 NT 6.12 NT NT 6.65 NT NT 3.64 6.62
MDA-MB-435 NT 6.59 6.49 43.0 5.55 6.51 5.81 NT NT NT NT 5.75 3.45 5.76
SK-MEL-2 NT 36.7 6.91 38.9 8.57 6.80 6.69 5.87 NT 6.42 16.4 6.58 18.5 6.66
SK-MEL-28 6.13 5.78 6.22 44.0 6.07 6.18 6.11 NT NT NT NT 5.97 2.94 5.80
SK-MEL-5 5.28 5.86 5.62 14.0 5.53 NT 5,56 5.64 NT 5.94 NT NT 3.00 NT
UACC-257 7.14 27.6 7.01 43.8 7.77 8.38 7.09 6.25 NT NT NT NT 4.68 7.14
UACC-62 5.80 8.07 6.06 37.0 5.77 576 585 652 NT 6.00 NT NT 27.3 5.66
MG_MID 6.12 12.25 6.36 35.96 6.52 6.73 6.17 6.07 - 6.25 16.4 6.16 7.68 6.09
Ovarian Cancer
IGROV1 6.44 NT 7.45 46.6 6.78 6.35 NT NT NT 6.69 NT NT 3.14 5.80
OVCAR-3 5.91 7.52 6.39 34.8 5.94 NT 5.93 NT NT NT NT NT 3.44 5.46
OVCAR-4 NT 45.2 NT 63.1 5.88 6.17 NT NT NT NT NT 6.02 25.0 6.23
OVCAR-5 5.52 51.0 5.99 51.6 5.80 NT 5.65 NT NT NT NT 5.81 20.9 5.57
OVCAR-8 6.73 54.1 6.67 30.8 NT 7.79 NT NT NT NT NT NT >50.0 10.0
NCI/ADR-RES 6.18 56.3 6.84 10.4 NT 7.30 6.73 NT NT NT NT >100 4.77 6.54
SK-OV-3 6.64 59.2 35.2 56.2 36.9 628 646 NT 582 NT 6.03 5.91 30.5 5.85
MG_MID 6.24 4555 1142 4193 1226 6.78 6.19 - 5.82 6.69 6.03 29.43 19.68 6.49
Renal Cancer
786-0 6.19 12.7 5.85 40.9 6.18 NT NT NT NT NT NT NT 2.97 7.04
A498 33.0 86.7 6.63 52.7 8.00 7.08 6.93 581 6.04 5.60 57.6 5.74 27.7 5.44
ACHN 5.61 38.3 5.54 33.0 5.55 NT 5.62 NT NT NT 5.58 5.50 17.0 5.60
CAKI-1 5.40 53.6 6.43 39.3 5.45 5.73 5,53 5.60 5.71 NT 5.46 5.81 179 5.34
RXF 393 6.04 48.6 6.79 9.35 5.69 6.33 5.98 NT NT NT 5.59 6.05 3.07 5.81
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SN12C 5.69 45.6 5.87 41.7 6.10 6.12 645 NT NT NT NT NT 3.34 6.03
TK-10 6.96 49.9 5.97 27.3 6.91 6.32 6.30 5.89 NT NT 6.27 6.85 24.6 6.37
U0-31 5.74 62.1 5.79 42.1 5.77 552 542 NT NT NT 5.58 5.59 9.64 5.24
MG_MID 933 4968 6.11 3579 6.21 6.18 6.03 576 587 560 1435 592 1328 5.86
Prostate cancer
PC-3 5.74 7.47 5.66 38.7 6.25 568 578 NT NT NT NT 5.82 26.0 6.33
DU-145 5.58 9.61 5.75 13.8 6.00 6.26 638 NT NT NT 6.35 6.39 11.3 5.78
MG_MID 5.66 8.54 570 2625 6.12 597 6.08 - - - 6.35 6.10 18.65 1211
Breast cancer
MCF7 5.94 22.7 7.28 46.7 6.30 6.22 NT NT NT NT NT NT NT 7.23
MDA-MB- 5.80 45.6 6.43 59.2 6.17 6.20 6.69 NT NT NT NT NT 3.04 6.02
31/ATCC
HS 578T 31.0 77.4 32.6 71.2 2.44 159 911 NT NT NT 9.14 9.37 5.00 9.20
BT-549 NT 59.2 NT 39.0 NT NT 596 NT NT NT NT NT 23.3 5.78
T-47D 7.96 48.6 9.66 59.5 7.99 7.00 NT NT NT NT NT 6.85 >50.0 NT
MDA-MB-468 6.88 7.81 6.98 55.1 7.39 6.60 6.50 6.01 NT  6.87 NT 6.51 3.36 6.47
MG_MID 1152 4355 1259 5512 6.06 838 7.06 6.01 - 6.87 9.14 757 1694 6.94
MG_MIDso 7.16 32.0 764 4194 1717 651 643 562 584 652 189 9.35 16.97

al Cxo is @ parameter of cytotoxicity and reflects the molar concentration needed to kill 50% of the cells.
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