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COMPARE Analysis of DPIQ (NSC753790) to NQO1

---SEED---
NSC:S753790 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
I1d: 373263 CountExperiments:2
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.51
Jobld: 2835201994318757494

NQO1
MT22
MOLTID_MT_SERIES

S753790
-4M GI50 2d AVGDATA
NQO1
& MT22
O NQO1
MT22

MOLTID_MT_SERIES

mean/min/max/count mean/min/max/count
-5.24/-6.63/-4.16 / 60 2.52/1.48/3.78 /64
- Small Cell Lung - ell Lung -
DMS114- -NO DATA -1.87
DMS273- -NO DATA -2.69
- emia - Leukemia -
CCRF-CEM- --4.69 -NO DATA
HL-60(TB)- --451
K-562- --4.70 .
MOLT-4- --4.33
RPMI-8226- --4.56
SR- --4.87 .10
- Non-Sm: liLung -
A549/ATCC- --5.70
EKVX- --4.35
HOP-18- -NO DATA
HOP-62- --6.04
HOP-92- --4.28
NCI-H226- --5.96 .31
NCI-H23- --5.86 .
NCI-H322M - --5.64 8
NCI-H460- --5.80 3
NCI-H522- --5.38 !
LXFL529- -NO DATA .
- c - C -
COLO205- OH --5.74 -3.01
DLD-1- -NO DATA -2.55
HCC-2998- --5.43 -3.71
HCT-116- --4.70 -2.31
HCT-15- --5.68 -3.18
HT29- --5.59 -2.65
KM12- --4.78 -2.69
KM20L2- -NO DATA -3.10
SW-620- 1] --5.42 -2.72
- s - -
SF-268- --4.92 -2.04
SF-295- --5.76 -2.90
SF-539- --5.62 -2.63
SNB-19- --5.54 -3.03
SNB-75- --5.74 -3.01
SNB-78- -NO DATA -1.88
U251- | --5.24 -2.65
XF498- -NO DATA -2.20
- Mel - -
LOXIMVI- --6.39 -2.39
MALME-3M- --5.77 -2.87
M14- --5.74 -3.02
MDA-MB-435- --6.63 -2.30
M19-MEL - -NO DATA -3.17
SK-MEL-2- --4.63 -2.50
SK-MEL-28- --5.74 -2.84
SK-MEL-5- --6.37 -3.18
UACC-257- --5.78 -2.55
UACC-62- --6.11 -1.90
- rian - -
IGROV1- --4.38 -2.13
OVCAR-3- --4.57 -2.01
OVCAR-4- --4.61 -173
OVCAR-5- --5.64 -2.65
OVCAR-8- --4.48 -1.65
NCI/ADR-RES- --4.45 -2.11
SK-OV-3- --4.47 -2.04
- nal - -
786-0- --4.49 -2.29
A498- --6.14 -2.92
ACHN- --4.69 -211
CAKI-1- --4.72 -2.69
RXF393- --4, -2,
RXF-631- -NO DATA -NO DATA
SN12C- --5, -2
TK-10- --4.28 -2.67
UO0-31- --5.39 -2.33
- tate - Prostate -
PC-3- --4.16 -2.40
DU-145- --5.83 -3.45
- Bre - ast -
MCF7- --5.87 -1.82
MDA-MB-231/ATCC- --4.47 -1.48
HS578T- --5.66 -2.33
MDA-N- -NO DATA -2.48
BT-549- --5.65 -2.43
T-47D- --4.93 -1.79
MDA-MB-468- --5.05 -NO DATA
- SUMMARY - SUMMARY -
mean- --5.24 -2.52
minDelta- --1.39 --1.04
maxDelta- -1.08 1.26
o o~ - o - o ™ o o o o o
N . N i=3 i=3 i=3 i=3 i=3
o o o o i=3
S o S o S
\—Ii OI o o -
-log(10) endpoint conc Expression Data
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COMPARE Analysis of DPIQ (NSC753790) to 3a (NSC84167)

---SEED---
NSC:S753790 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
I1d: 373263 CountExperiments:2
—-TARGET---
NSC:S84167 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 372937 CountExperiments:2

Correlation:0.86
Jobld: 8881243693771965163

S84167
-4M GI50 2d AVGDATA

wXw o
|
o™
I

mean/min/max/count
-4.98/-6.29/-4.00 /60

$753790
-4M GI50 2d AVGDATA

Q

%

mean/min/max/count
-5.24/-6.63/-4.16/60

= Small Cell Lun, N Small Cell Lun, =
DMS114- ? “NO DATA g “NO DATA
DMS273- -NO DATA -NO DATA
emia emia
CCRF-CEM- --4.07 --4.69
HL-60(TB)- --4.56 --4.51
K-562- --4.38 --4.70
MOLT-4 -4.00 -4.33
RPMI-8226- --4.29 --4.56
SR- --4.45 --4.87
- Non-Sm: Lung - Non-SmaliCellLung -
AS549/ATCC -5.63 -5.70
EKVX- --4.29 --4.35
HOP-18- -NO DATA -NO DATA
HOP-62- --5.75 -
HOP-92 -4.00 -4.28
NCI-H228- --5.39 --5.96
NCI-H23- --8.10 --5.86
NCI-H322M- --5.65 --5.64
NCI-H460 -5.61 -5.80
NCI-H522- --4.86 --5.38
LXFL529- -NO DATA -NO DATA
: ™ : e :
COLO205 -5.49 -
DLD-1- -NO DATA
HCC-2998- --5.07
HCT-116-
HCT-15
9.
KM12-
KM20L2-
W-62 | | ] E
= S = S R
SF-268- --4.43 --4.92
SF-295- --5.64 --5.76
SF-539 --5.07 -5.62
SNB-19- --5.45 --5.54
SNB-75- --5.49 --5.74
SNB-78- -NO DATA -NO DATA
U251 (] 9 | 4
XF498- -NO DATA -NO DATA
- Mela - Mel -
LOXIMVI- --5.76 --6.39
MALME-3M- --6.29 --5.77
M14- --5.87 --5.74
MDA-MB-435- .76 --6.63
M19-MEL - -NO DATA -NO DATA
SK-MEL-2- --4.68 -4.63
SK-MEL-28- --5.79 --5.74
SK-MEL-5- --5.87 --6.37
UACC-257- --5.07 --5.78
UACC-62- --5.61 --6.11
- rian - rian -
IGROV1- --4.36
OVCAR-3- --4.51 4
OVCAR-4- --4.00
OVCAR-5- --4.42
OVCAR-8- --4.32
NCI/ADR-RES- --4.37
SK-OV-3- --4.05 -
= nal = nal =
786-0- --4.43
A498- --5.71
ACHN- --4.59
CAKI-1- --4.09
RXF393- .33
RXF-631- -NO DATA
SN12C- --5.37
TK-10- --4.66
U0-31- --4.80
. tate - tate
PC-3- --4.36
DU-145- --5.83
- Bre = B
- --5.38
MDA-MB-231/ATCC- --4.00
HS578T- --5.92
MDA-N- -NO DATA
BT-549- --5.60
T-47D- --4.00
MDA-MB-468- --4.09
- SUMMARY - SUMMARY
mean- --4.98
minDelta- --1.30
maxDelta- -0.98
«” o~ -~ o - el @ o~ . o : o

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 3a (NSC84167) to NQO1

---SEED---
NSC:S84167 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 372937 CountExperiments:2
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.64
Jobld: 4809108248135995984

S84167 NQO1
-4M GI50 2d AVGDATA MT22
MOLTID_MT_SERIES
o~ NQO1
w
O™
o
NQO1
MOLTID_MT_SERIES
mean/min/max/count mean/min/max/count
-4.98/-6.29/-4.00/ 60 2.52/1.48/3.78 /64
- Small Cell Lung - ell Lung -
DMS114- -NO DATA -1.87
DMS273- -NO DATA -2.69
- emia - Leukemia -
CCRF-CEM- --4.07 -NO DATA
HL-60(TB)- --4.56 -NO DATA
K-562- --4.38
MOLT-4- --4.00
RPMI-8226 - --4.29
SR- --4.45
- Non-Sm: Lung -
A549/ATCC- --5.63
EKVX- --4.29
HOP-18- -NO DATA
HOP-62- --5.75
HOP-92- --4.00
NCI-H226- --5.39 .31
NCI-H23- --6.10 .
NCI-H322M - --5.65 8
NCI-H460- --5.61 .
NCI-H522- --4.86 3
LXFL529- -NO DATA .
- c - C -
COLO205- OH --5.49 -3.01
DLD-1- -NO DATA -2.55
HCC-2998- --5.07 -3.71
HCT-116- --4.57 -2.31
HCT-15- --5.61 -3.18
HT29- --5.46 -2.65
KM12- --5.16 -2.69
KM20L2- -NO DATA -3.10
SW-620- ] --5.32 -2.72
- s - -
SF-268- --4.43 -2.04
SF-295- --5.64 -2.90
SF-539- --5.07 -2.63
SNB-19- --5.45 -3.03
SNB-75- --5.49 -3.01
SNB-78- -NO DATA -1.88
U251- ;| --5.39 -2.65
XF498- -NO DATA -2.20
- Mel - -
LOXIMVI- --5.76 -2.39
MALME-3M- --6.29 -2.87
M14- --5.87 -3.02
MDA-MB-435- --5.76 -2.30
M19-MEL - -NO DATA -3.17
SK-MEL-2- --4.68 -2.50
SK-MEL-28- --5.79 -2.84
SK-MEL-5- --5.87 -3.18
UACC-257- --5.07 -2.55
UACC-62- --5.61 -1.90
- rian - -
IGROV1- --4.36 -2.13
OVCAR-3- --4.51 -2.01
OVCAR-4- --4.00 -1.73
OVCAR-5- --4.42 -2.65
OVCAR-8- --4.32 -1.65
NCI/ADR-RES- --4.37 -2.11
SK-OV-3- --4.05 -2.04
- nal - -
786-0- --4.43 -2.29
A498- --5.71 -2.92
ACHN- --4.59 -2.11
CAKI-1- --4.09 -2.69
RXF393- --4.33 -2.12
RXF-631- -NO DATA -NO DATA
SN12C- --5.37 -2.66
TK-10- --4.66 -2.67
UO0-31- --4.80 -2.33
- tate - Prostate -
PC-3- --4.36 -2.40
DU-145- --5.83 -3.45
- Bre - ast -
MCF7- --5.38 -1.82
MDA-MB-231/ATCC- --4.00 -1.48
HS578T- --5.92 -2.33
MDA-N- -NO DATA -2.48
BT-549- --5.60 -2.43
T-47D- --4.00 -1.79
MDA-MB-468- --4.09 -NO DATA
- SUMMARY - SUMMARY -
mean- --4.98 -2.52
minDelta- --1.30 --1.04
maxDelta- -0.98 1.26
™ o~ - o - o 3l o o o o o
' v N o o o o o
(=] (=] (=] o i=]
o n =3 n <
And Q o o il

-log(10) endpoint conc

Expression Data
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COMPARE Analysis of DPIQ (NSC753790) to 4 (NSC94945)

---SEED---
NSC:5753790 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 373263 CountExperiments:2
---TARGET---
NSC:S94945 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
1d: 11715 CountExperiments:2

Correlation:0.77
Jobld: 8226154143438375649

S94945
-4M GI50 2d AVGDATA

peee

mean/min/max/count
-5.44/-6.29/-4.35/59

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-5226-

AB49/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M -
NCI-H460-
NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

SF-268-
SF-295-
SF-539-
SNB-19-
SNB-75-

LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-

NCI/ADR-RES-
SK-OV-3-

PC-3-

DU-145-

MCF7-
MDA-MB-231/ATCC-
HS578T-

MDA-N-

BT-549-

T-47D-
MDA-MB-468-
mean-

minDelta-
maxDelta-

Small Cell Lung

ia

Non-SmallCellLung

*

| EEEE

i

@

L

SUMMARY

-NO DATA
-NO DATA

--5.46
-NO DATA

)

!

-log(10) endpoint conc

S753790
-4M GI50 2d AVGDATA

mean/min/max/count
-5.241-6.63/-4.16 / 60

Small Cell Lung

emia

Non-Sm: iiIILung

N E N |

N

1%
Cc
4
<
>
a
°3

-NO DATA
-NO DATA

--5.38
-NO DATA

-log(10) endpoint conc
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COMPARE Analysis of 4 (NSC94945) to NQO1

---SEED---
NSC:594945 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
1d: 11715 CountExperiments:2
-—--TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.47
Jobld: 8449072155707022498

594945
-4M GI50 2d AVGDATA

pees

mean/min/max/count
-5.44/-6.29/-4.35/59

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226-
SR-
A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-
HCT-116-

KM20L2-
SW-620-

SF-268-
SF-295-
SF-539-
SNB-19-
SNB-75-

LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-
OVCAR-3

OVCAR-
CAR-8-
NCI/ADR-RES-
SK-OV-3-

MCF7-
MDA-MB-231/ATCC-
HS578T-

MDA-N-

BT-549-

T-47D-
MDA-MB-468-
mean-

minDelta-
maxDelta-

Small Cell Lung

ia

Non-SnyellLung

*

ML, o o e

T

LAt

SUMMARY

-NO DATA
-NO DATA
--4.87
--5.50
--5.69
-5.00
-6.02
-5.00

-5.78
-5.13
NO DATA
-5.53
-4.35
-5.59
-6.09
-5.32
-5.75
-5.46
NO DATA

-5.74
NO DATA
-5.36
-5.21
-6.19
-5.59

-5.43
NO DATA
-5.72

-5.32
-5.84
-5.61
-5.26
-5.74
NO DATA
-5.76
NO DATA

-5.29
NO DATA
-5.84
-4.84
-5.75

-4.78
-5.80

5.87
-4.64

-5.83

NO DATA

-5.81
--4.83
-NO DATA
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N
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1
1
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NQO1
MT22
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NQO1
MT22

NQO1

MT22
MOLTID_MT_SERIES
mean/min/max/count
2.52/1.48/3.78/64

-1.0000

ell Lung -
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Leukemia -

-NO DATA

SUMMARY -
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COMPARE Analysis of 5a (NSC768093) to Pleurotin (NSC401005)

---SEED---

1d: 253700 Count Experiments:2
---TARGET---

1d: 243481 CountExperiments:2

Correlation:0.84
Jobld: 8898937600775438742

NSC:S768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

NSC:5401005 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00 / 60

S768093
-4M GI50 2d AVGDATA

mean/min/max/count
-5.71/-6.56 /-4.74 1 59

DMS114-
DMS273-

CCRF-CEM-
HL-GO(TB%-
K-562-
MOLT-4-
RPMI-8226-
SR-
A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-
NCI-H226-
NCI-H23-
NCI-H322M -
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
LD-1-
HCC-2998-
HCT-116-
HCT-15-
HT29-
KM12-
KM20L2-
SW-620-

SF-268-
SF-295-
SF-539-
SNB-19-

Small iell Lung - Small Cell Lung
Leu?

Non;EiCeLung
z

Leul

Non-ﬁllCellLu ng

“NO DATA
“NO DATA

--6.56
--6.10
--6.45
--6.26

-NO DATA
- Melanoma Melanoma -
LOXIMVI- --5.68
MALME-3M- --6.32
M14- --5.78
MDA-MB-435- --5.73
M19-MEL - -NO DATA
SK-MEL-2- --5.64
SK-MEL-28- --5.79
SK-MEL-5- --5.43
UACC-257 - --5.81
UACC-62- --5.73
- rian Ovarian -
IGROV1- --5.85
OVCAR-3- --6.00
OVCAR-4- --5.82
OVCAR-5- --5.58
OVCAR-8- --5.66
NCIVADR-RES- --5.09
SK-OV-3- (] --4.88
- Renal - Renal -
786-0- --5.74
A498- --4.74
ACHN- --6.33
CAKI-1- --5.83
RXF393- --5.78
RXF-631- -NO DATA
SN12C- --5.72
TK-10- --5.86
UO-31- --6.29
- Prostate - Prostate -
PC-3- -NO DATA --5.67
DU-145- -NO DATA --5.72
- Breast - Br -
MCF7- -NO DATA --6.35
MDA-MB-231/ATCC- -NO DATA --5.73
HS578T- -NO DATA --5.58
MDA-N- -NO DAT/ -NO DATA
BT-549- -NO DATA --5.66
T-47D- -NO DATA --6.31
MDA-MB-468- -NO DATA --5.90
- SUMMARY - SUMMARY -
mean- --4.88 --5.71
minDelta- --0.82 --0.85
maxDelta- -0.88 -0.96
B - =) - o~ © © ~ - =) - )

-log(10) endpoint conc

-log(10) endpoint conc

Figure S6



COMPARE Analysis of 5b (NSC780813) to Pleurotin (NSC401005)

---SEED---
NSC:S780813 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 314185 CountExperiments:1
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.80
Jobld: 4376827337522088035

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00/ 60

$780813
-4M GI50 2d AVGDATA

mean/min/max/count
-5.37/-6.30/-4.64 /58

- Small Cell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
- Leukemi - Leukemia -
CCRF-CEM- --5.64 --5.63
HL-60(TB)- --5.58 --5.92
K-562- --5.57 --5.68
MOLT-4- --5.52 --5.67
RPMI-8226- --4.88 --5.32
- --5.25 --6.00
- Non-! lICellLung - Non:! lICellLung -
AB49/ATCC- --4.34 --4.71
EKVX- --4.88 --4.87
HOP-18- --5.04 -NO DATA
HOP-62- --4.31 --5.10
HOP-92- --5.34 --5.85
NCI-H226- --4.34 --4.88
NCI-H23- --4.75 --5.22
NCI-H322M- --4.00 --4.73
NCI-H460- --4.46 --4.75
NCI-H522- --5.70 --5.82
LXFL529- --5.22 -NO DATA
- C - Coﬁn -
COLO205- --5.35 --5.63
DLD-1- --5.22 -NO DATA
HCC-2998- --4.57 --4.81
HCT-116- --5.03 --5.79
CT-15- --5.12 --5.84
HT29- --4.72 --5.58
KM12- --4.49 --4.71
KM20L2- --4.64 -NO DATA
W-620- --5.49 ] --5.76
- S - S R
SF-268- --4.57 --4.82
SF-295- --4.42 --4.64
SF-539- --4.72 --4.80
SNB-19- --4.33 -NO DATA
SNB-75- --4.67 [} --4.88
SNB-78- --4.87 -NO DATA
U251- --4.41 [ --4.87
XF498- --4.91 -NO DATA
- Melanoma - Melagoma -
LOXIMVI- --4.78 --5.80
MALME-3M- --5.18 --5.74
4- --5.1 --5.24
MDA-MB-435- -NO DATA -
M19-MEL - --4.8 -NO DATA
SK-MEL-2- --4.74 --5.44
SK-MEL-28- --4.76 --5.77
K-MEL-5- --4.72 --5.11
UACC-257- --4.91 --5.72
ACC-62- --4.85 --5.29
- rian - rian -
IGROV1- --4.36 --4.92
OVCAR-3- --517 --5.80
OVCAR-4- --4.80 --5.83
OVCAR-5- --4.67 --4.81
OVCAR-8- --5.11 --5.38
NCI/ADR-RES- -NO DATA --4.77
SK-OV-3- [ ] --439 --4.82
- Renal - Renal -
786-0- -NO DATA
A498- --4.85
ACHN- --5.93
CAKI-1- --5.83
RXF393- 84
RXF-631- -NO DATA
SN12C- --5.14
TK-10- --5.79
UO-31- --5.83
- Prostate - Prostate -
PC-3- -NO DATA --4.97
DU-145- -NO DATA --5.75
- Breast - Br -
- -NO DATA --6.30
MDA-MB-231/ATCC- -NO DATA --5.72
HS578T - -NO DATA --4.92
MDA-N- -NO DATA -NO DATA
BT-549- -NO DATA --4.91
T-47D- -NO DATA --5.77
MDA-MB-468- -NO DATA --5.97
- SUMMARY - SUMMARY -
mean- --4.88 --5.37
minDelta- --0.82 --0.93
maxDelta- -0.88 -0.73
® - =) - o 7} © ~ - =) - o 7

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 5b (NSC780813)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S780813 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 314185 CountExperiments: 1

Correlation:0.80
Jobld: 178613746223602897

$768093 $780813
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

mean/min/max/count
-5.71/-6.56/-4.74/ 59

mean/min/max/count
-5.37/-6.30/-4.64/58

- Small Cell Lung - Small Cell Lung -
DMS114- -NO DATA -NO DATA
DMS273- -NO DATA -NO DATA
- Leukemi - Leukemia -
CCRF-CEM- --5.63
HL-GO(TB%- --5.92
K-562-
MOLT-4-
RPMI-8226-
SR-
- Non:! lICellLun - Non-! lICellLun,
A549/ATCC- ﬁ 9 - 9
EKVX- -NO DATA
HOP-18- -NO DATA
HOP-62- --5.27
HOP-92- --5.82
NCI-H226 - --5.70
NCI-H23- --5.65
NCI-H322M - --4.77
NCI-H460- --5.18
NCI-H522- --6.34
LXFL529- -NO DATA
- C - Calgn
COLO205- OW --5.98 OE
DLD-1- -NO DATA
HCC-2998- --5.29
HCT-116- --6.10
HCT-15- --6.11
HT29- --5.74
KM12- .79 -4.71
KM20L2- -NO DATA NO DATA
W-620- ] --5.99 ] 576
- S - S
SF-268- --5.46 -4.82
SF-295- --4.89 -4.64
SF-539- --5.72 -4.80
SNB-19- --4.77 NO DATA
SNB-75- --5.32 [ ] -4.
SNB-78- -NO DATA NO DATA
U251- ] --5.24 [ ] -4.87
XF498- -NO DATA NO DATA
- Melanoma - Mel. a
LOXIMVI- -5.80
MALME-3M- 74
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-
- Ovagian rian
IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES-
SK-OV-3-

Renal

of o

- Prorale

- Bre
MCF7-
MDA-MB-231/ATCC-
HS578T-

MDA-N-
BT-549-

T-47D-
MDA-MB-468-

o g

SUMMARY
mean-

minDelta-
maxDelta-
- o -

© o~

w
[ =
=
=
3
B4

h

-log(10) endpoint conc -log(10) endpoint conc
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COMPARE Analysis of 5¢ (NSC780816) to Pleurotin (NSC401005)

---SEED---
NSC:S780816 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
1d: 132828 CountExperiments: 1
---TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.84
Jobld:9115622029100680995

8401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00 / 60

8780816
-4M GI50 2d AVGDATA

mean/min/max/count
-5.16/-5.91/-4.00/58

Small ell Lung - Small Cell Lung -
DMS114* --4.82 -NO DATA
DMS273- --4.74 -NO DATA

CCRF-CEM- 564
HL-60(TB)- --5.58
oz 557
552

RPIIE 8226— --4.88
--5.25

Non- lICellLung - I\CeHLung
A549/ATCC> --4.34
EKVX --4.88
HOP- 18- --5.04
HOP-62- --4.31
HOP-92- --5.34
NCI-H226- --4.34
NCI-H23- --4.75
NCI-H322M- --4.00
NCI-H460- --4.46
NCI-H522- --5.70
LXFL529- --5.22
- C

COLozos— ggg Oﬁ
HCC 29987 --4.57
HCT-116- --5.03
HCT-15- --5.12
HT29- --4.72
KM12- --4.49
KM20L2- --4.64
SW-620- --5.49

.

SF-268- --4.57
SF-295- --4.42
SF-539- --4.72
SNB-19- --4.33

SNB-75- --4.67 ]
SNB-78- --4.87

251 - 441 (]
XF498- --4.91

- Melgnoma - Melapoma
LOXIMVI- --4.78
MALME-3M- --5.18
M14- --5.10
MDA-MB-435- -NO DATA

M19-MEL - --4.82
SK-MEL-2- --4.74
SK-MEL-28- --4.76
SK-MEL-5- --4.72
UACC-257- --4.91
UACC-62- --4.85

IGROVA -
OVCAR-3-
OVCARA-

z
o
S
522
289
EreFd
o
=
o
. J:
hZohbbbb
OLommw
o—=No~No
>
3
z
) 5
g F
3

UO-31- --5.17
- Prostate - Prostate
PC-3- -NO DATA i
DU-145- -NO DATA
- Breast - Br
MCF7- -NO DATA
MDA-MB-231/ATCC- -NO DATA
HS578T - -NO DATA
MDA-N- -NO DATA
BT 549- -NO DATA
-NO DATA
MDA-| MB 468* -NO DATA
SUMMARY - SUMMARY
mean- --4.88
minDelta- --0.82
maxDelta- -0.88
) N < =) < o @ ) ~ - =) < o
-log(10) endpoint conc -log(10) endpoint conc

Figure S9



COMPARE Analysis of 5a (NSC768093) to 5¢ (NSC780816)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S780816 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 132828 CountExperiments: 1

Correlation:0.78
Jobld:4300782396264764936

$768093 $780816
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

e K

N,

“ N
\)l\@ <
i ¥

mean/min/max/count
-5.71/-6.56/-4.74 /1 59

DMS114-
DMS273-

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

A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

LOXIMVI-
MALME-3i-

MDA MB~435 -

SK-MEL-28-
SK-MEL-5-
UACC-257-
UACCH 62-
IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-

OVCAR-8-
NCI/ADR-RES-
SK-OV- 3

MCF7-
MDA-MB-231/ATCC-
HS578T -

Small Cell Lung

mean/min/max/count
-5.16/-5.91/-4.00/58

Small Cell Lung

:NO DATA
-NO DATA

Leukemi - Leukemi
7
~503

NonﬁllCellLung NorﬂllCellLung

Al e ey

Renal

iy

o

m,.
2
@

o

:NO DATA
-NO DATA

-~4 99
- NO DATA

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

mean-
minDelta-
maxDelta-

) - =) - o © ~ ~ =) - o

-log(10) endpoint conc

-log(10) endpoint conc

Figure S10



COMPARE Analysis of 5d (NSC780815) to Pleurotin (NSC401005)

---SEED---
NSC:S780815 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 12861 CountExperiments:1
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.73
Jobld: 8698170618292679257

$401005 $780815
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

‘ N
Z
mean/min/max/count mean/min/max/count
-4.88/-5.70/-4.00 /60 -5.54/-6.19/-474158
- Small Cell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
- Leukemi - Leukemia -
CCRF-CEM- --5.64 --5.62
HL-60(TB)- --5.58 --6.19
K-562- --5.57 --6.14
MOLT-4- --5.52 --5.62
RPMI-8226- --4.88 --5.55
SR- --5.25 --5.64
- Non-; liCellLung - Nop.! lICellLung -
AB49/ATCC- --4.34 --4.74
EKVX- --4.88 --5.20
HOP-18- --5.04 -NO DATA
HOP-62- --4.31 --5.42
HOP-92- --5.34 --5.94
NCI-H226 - --4.34 --5.49
NCI-H23- --4.75 --5.66
NCI-H322M- --4.00 --4.79
NCI-H460- --4.46 --4.81
NCI-H522- --5.70 --5.83
LXFL529- --5.22 -NO DATA
- C - Calon -
COLO205- --5.35 --5.66
DLD-1- --5.22 -NO DATA
HCC-2998- --4.57 --5.38
HCT-116- --5.03 --5.75
HCT-15- --5.12 --5.78
HT29- --4.72 --5.55
KM12- --4.49 --4.84
KM20L2- --4.64 -NO DATA
SW-620- --5.49 ] --5.75
- S - S -
SF-268- --4.57 --4.93
SF-295- --4.42 --4.86
SF-539- --4.72 -
SNB-19- --4.33 -NO DATA
SNB-75- --467 (]
SNB-78- --4.87 -NO DATA
U251- --4.41 ] -
XF498- --4.91 -NO DATA
- Melgnoma - Melapoma -
LOXIMVI- --4.78 --5.75
MALME-3M- --5.18 --5.75
M14- --5.10 --5.47
MDA-MB-435- -NO DATA -
M19-MEL - --4.8 -NO DATA
SK-MEL-2- --4.74 --5.53
SK-MEL-28- --4.76 --5.77
SK-MEL-5- --4.72 --5.64
UACC-257- --4.91 --5.72
UACC-62- --4.85 --5.71
- rian - Ovgrian -
IGROV1- --4.36 --5.58
OVCAR-3- --5.17 --5.75
OVCAR-4- --4.80 --5.81
OVCAR-5- --4.67 --5.30
OVCAR-8- --5.11 --5.51
NCI/ADR-RES - -NO DATA --5.16
SK-OV-3- [ ] -4.39 --4.95
- Renal - Renal -
786-0- -NO DATA
A498- --4.85
ACHN- --5.80
CAKI-1- --5.83
RXF393- .80
RXF-631- -NO DATA
SN12C- --5.65
TK-10- --5.78
UO-31- --5.84
- Prostate - Progtate -
PC-3- -NO DATA --5.71
DU-145- -NO DATA --5.42
- Breast - Bre -
MCF7- -NO DATA --6.11
MDA-MB-231/ATCC- -NO DATA --5.72
HS578T- -NO DATA --!
MDA-N- -NO DATA -NO DATA
BT-549- -NO DATA --5.
T-47D- -NO DATA --5.95
MDA-MB-468 - -NO DATA --5.84
- SUMMARY - SUMMARY -
mean- --4.88 --5.54
minDelta- --0.82 --0.66
maxDelta- -0.88 -0.80
® =) - o © ) ~ - = - o )

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 5d (NSC780815)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S780815 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 12861 CountExperiments:1

Correlation:0.83
Jobld: 7840953164841129662

$768093 S780815
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

mean/min/max/count
-5.71/-6.56 /-4.74 / 59

DMS114-
DMS273-

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

AS49/ATCC-
EKVX-

HOP-18-
HOP-62-

NCI-H460-
NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

LOXIMVI-
MALME-3M-

M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1 -

SK-OV-3-

PC-3-

DU-145-

MCF7-
MDA-MB-231/ATCC -
HS578T-

MDA-N-

BT-549-

T-47D-
MDA-MB-468-

mean-
minDelta-
maxDelta-

Small Cell Lung

mean/min/max/count
-5.54/-6.19/-4.74/ 58

Small Cell Lung

“NO DATA
“NO DATA
Leu I - Leukemia

NonﬁllCellLung NovﬁllCellLung

532
-NO DATA
-NO DATA

SUMMARY

™

-log(10) endpoint conc

“NO DATA
“NO DATA

~562
810

--5.83
-NO DATA

--5.66
-NO DATA
--5.38
--5.75
--5.78
--5.55
--4.84
-NO DATA
--5.75
--4.93
--4.86

- 516
“NO DATA
-494
“NO DATA
~NO DATA
-575

75

-log(10) endpoint conc
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COMPARE Analysis of DPIQ (NSC753790) to 7 (NSC643735)

---SEED---
NSC:5753790 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
I1d: 373263 Count Experiments:2
---TARGET---
NSC:5643735 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
1d: 243352 CountExperiments:6

Correlation:0.74
Jobld: 1612004397578779132

$643735 $753790
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

e po

mean/min/max/count
-4.59/-5.77/-4.00/70

mean/min/max/count
-5.24/-6.63/-4.16 /60

- Small Cell Lung - Small Cell Lung -
DMS114 -4.86 NO DATA
DMS273- --4.65 -NO DATA
- Leykemia = emia .
CCRF-CEM- --4.39
HL—BO(TB%- --4.39
K-562- --4.47
MOLT-4- --4.39
RPMI-8226- --4.38
SR --4.78
- Non-SmalCellLung = Non-SmallCellLung =
A549/ATCC- --4.78 --5.70
EKVX -4.08 -4.35
HOP-18- --4.59 -NO DATA
HOP-62- --4.59 --6.04
HOP-92- --4.10 --4.28
NCI-H226- --4.56 --5.96
NCI-H23- --5.37 --5.86
NCI-H322M- --4.73 --5.64
NCI-H460- --4.94 --5.80
NCI-H522- --4.40 --5.38
LXFL529- --4.26 -NO DATA
= C = <
COLO205 -5.16 “ -5.74
DLD-1- --4.46 -NO DATA
HCC-2998- --4.80 --5.43
HCT-116 -4.44 -4.70
HCT-15- --4.75 --5.68
HT29- --4.54 --5.59
KM12- --4.41 -4.78
KM20L2- --4.41 -NO DATA
W-620- --4.53 [ ] --5.42
. s ) S .
SF-268- --4.37 §
SF-295 --4.65
SF-539- --4.69
SNB-19- --4.65 54
SNB-75 -4.95 .74
SNB-78- --4.00
U251- --4.58 | --5.24
XF498- --4.59 -NO DATA

SK-MEL-5-
UACC-257-
UACC-62

- rian - rian

IGROV1- --4.17
OVCAR-3- --4.71
OVCAR-4- --4.17
OVCAR-5- --4.18
OVCAR-8- --4.43
NCI/ADR-RES- --4.32
SK-OV-3 -4.00

- tate - tate
PC-3- --4.08
DU-145- wl --4.81 %
Bri Bre
MCF7- --554
MDA-MB-231/ATCC- --4.10 #
HS578T -4.93
MDA-N- --5.17

- Melagoma - Mela)
LOXIMVI- --4.87
MALME-3M- --5.19
M14- --4.90
MDA-MB-435- --5.36
M19-MEL - --5.77
SK-MEL-2- --4.65

BT-549- --4.84
T-47D- --4.42
MDA-MB-468- -NO DATA
- SUMMARY - SUMMARY

mean- --4.59
minDelta- --1.18
maxDelta 0.59

el o~ - o - o~ « Ll ~ - o bl o

-log(10) endpoint conc -log(10) endpoint conc
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COMPARE Analysis of 7 (NSC643735) to NQO1

---SEED---
NSC:S643735 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 243352 CountExperiments:6
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.38
Jobld: 9083362337997199411

$643735 NQO1

-4M GI50 2d AVGDATA MT22
MOLTID_MT_SERIES

NQO1

MT22
MOLTID_MT_SERIES
mean/min/max/count mean/min/max/count
-4.59/-5.77/-4.00/70 252/1.48/3.78/64

Small Cgll Lung ell Lung
DMS114- --4.86
DMS273- --4.65
Leykemia Leukemia
CCRF-CEM- --4.39
HL-60(TB)- --4.39
K-562 447 [ ]
MOLT-4- --4.39
RPMI-8226- --4.38
SR -4.78 [ ]
= Non-SmallCellLung = Non-Sm:
AS49/ATCC- --4.78
EKVX -4.08
HOP-18- --4.59
HOP-62- --4.59
HOP-92 -4.10
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COMPARE Analysis of DPIQ (NSC753790) to 8a (NSC795222)

---SEED---
NSC:S753790 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
I1d: 373263 CountExperiments:2
---TARGET---
NSC:5795222 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 13092 CountExperiments:2

Correlation:0.81
Jobld: 850257062471574592
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COMPARE Analysis of 8a (NSC795222) to NQO1

---SEED---
NSC:5795222 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 13092 CountExperiments:2
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.53
Jobld:5161239735822820917
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COMPARE Analysis of DPIQ (NSC753790) to 9a (NSC291094)

---SEED---
NSC:5753790 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
I1d: 373263 Count Experiments:2
---TARGET---
NSC:5291094 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
Id: 193856 CountExperiments: 1

Correlation:0.80
Jobld: 5900945876456588451
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COMPARE Analysis of 9a (NSC291094) to NQO1

---SEED---
NSC:5291094 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 193856 CountExperiments: 1
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.42
Jobld: 3132994177876046533
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COMPARE Analysis of DPIQ (NSC753790) to 10a (NSC798710)

NSC:S753790 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0

NSC:S$798710 Endpoint:GIS50 Expld:AVGDATAlogHiConc:-4.0

---SEED--

1d: 373263 CountExperiments:2
---TARGET---

1d: 72893 CountExperiments: 1
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COMPARE Analysis of 10a (NSC798710) to NQO1

---SEED---
NSC:5798710 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 72893 CountExperiments: 1
---TARGET---

Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.48
Jobld: 7109766531662089207
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COMPARE Analysis of DPIQ (NSC753790) to 10b (NSC798709)

---SEED---
NSC:S753790 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 373263 CountExperiments:2
---TARGET---
NSC:5$798709 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
1d: 193914 CountExperiments: 1

Correlation:0.72
Jobld: 3502385323016355770
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COMPARE Analysis of 10b (NSC798709) to NQO1

---SEED---
NSC:5798709 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 193914 CountExperiments: 1
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.47
Jobld: 5437088846418911921
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Small Cell Lung ell Lung
DMS114- -NO DATA -1.87
DMS273- -NO DATA -2.69
emia Leukemia
CCRF-CEM- --5.70 -NO DATA
HL-60(TB)- --5.51 -NO DATA
K-562 -6.03 [ ] 2.03
MOLT-4- --5.66 -NO DATA
RPMI-8226- --5.94 -NO DATA
SR -6.11 [ ] 2.10
= Non-Sm liLung = Non-Sm: =
AS49/ATCC- --6.68 .
EKVX -5.86 g
HOP-18- -NO DATA
HOP-62- [ ] --6.84
OP-9. NO DATA
NCI-H226 - --5.95
NCI-H23- --6.72
NCI-H322M -6.77
NCI-H460- --6.71
NCI-H522- --6.42
LXFL529-
- lon
COLO205- a
DLD-1-

HCC-2998-
Hi

SF-268 =2
SF-295- -2.90
SF-539- -2.63
SNB-19 -3.03
SNB-75- --6.72 -3.01
SNB-78- -NO DATA -1.88
U251- --5. -2.65
XF498- -NO DATA -2.20
LOXIMVI- =
MALME-JM- -

MDA-M&435j

SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-
OVCAR-3-
OVCAR-4 -
OVCAR-5-

OVCAR-8-
NCIADR-RES

ri

»
mEE
o
L ahdn i
:
‘-k = ﬂ'
3 3
o
ey
NOHOD
~NWwoo
=
! 3
o
SHaXIIBIIS

SK-OV-3-
s nal nal -
86-0 229
A498 - -2.92
IN- -2.11
CAKI-1 2.69
RXF393- -2.12
RXF-631- -NO DATA
SN12
TK-10- -2.67
UO-31- -2.33
Prostate Prostate
PC-3- -NO DATA -2.40
DU-145- [ ] --6.80 -3.45
Breast ast
MCF7- --6.37 -1.82
MDA-MB-231/ATCC- --5.86 -1.48
HS578T -6.55 2.33
MDA-N- -NO DATA -2.48
BT-549- --6.81 -243
T-47D -5.68 1.79
MDA-MB-468- --584 -NO DATA
- SUMMARY - SUMMARY -
mean -6.24 2.52
minDelta- --0.77 --1.04
maxDelta- -0.74 1.26
@ o~ - (=] - o~ o« i=3 (=3 (=3 (=3 i=3
L4 L ¥ i=3 =3 i=3 =3 i=3
=3 =3 =3 =3 i=3
S 2 S 2 S
o~ O' =3 o -
-log(10) endpoint conc Expression Data

Figure S22



COMPARE Analysis of DPIQ (NSC753790) to 11b (NSC750104)

---SEED---
NSC:S753790 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 373263 CountExperiments:2
---TARGET---
NSC:5750104 Endpoint:GI5S0 Expld:AVGDATA logHiConc:-4.0
1d: 192468 CountExperiments:2

Correlation:0.73
Jobld: 3236006900684295182
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COMPARE Analysis of 11b (NSC750104) to NQO1

---SEED---
NSC:5750104 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 192468 Count Experiments:2
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.44
Jobld: 6783138607820758427
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COMPARE Analysis of DPIQ (NSC753790) to 12 (NSC647943)

---SEED---
NSC:S753790 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 373263 CountExperiments:2
---TARGET---
NSC:5647943 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
1d: 3059 Count Experiments: 2

Correlation:0.72
Jobld: 7470274996145913057
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COMPARE Analysis of 12 (NSC647943) to NQO1

---SEED---
NSC:5647943 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 3059 Count Experiments: 2
---TARGET---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

Correlation:0.55
Jobld: 1070728578726149116
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HOP-62- -2.72
HOP-92 NO DATA
NCI-H226 - -2.31
NCI-H23- -2.82
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COMPARE Analysis of 5a (NSC768093) to 13a (NSC787555)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S787555 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 254082 CountExperiments:3

Correlation:0.85
Jobld: 3773562751148899517
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COMPARE Analysis of 13a (NSC787555) to Pleurotin (NSC401005)

—--SEED-—-

NSC:S787555 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
Id: 12861 CountExperiments:3

---TARGET---

NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.89

Jobld:1099128821080064092
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DMS273- --4.74 -NO DATA
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HL-60(TB)- --5.58
K-562- --5.57
MOLT-4- --5.52
RPMI-8226- --4.88
SR- »-5 25

- Non- lICellLung
A549/ATCC- --4.34
EKVX- --4.88
HOP-18- --5.04
HOP-62- --4.31
HOP-92- --5.34
NCI-H226- --4.34
NCI-H23- --4.75
NCI-H322M- --4.00
NCI-H460- --4.46
NCI-H522- --5.70
LXFL529- --5.22
COLO205- --5.35
DLD-1 --5.22
HCC-2998- --4.57
HCT-116- --5.03
HCT-15- --5.12
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KM12- --4.49
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UACC-62- --4.85
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OVCAR-4- --4.80
OVCAR-5- --4.67
OVCAR-8- --5.11
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786-0- --4.91
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HN- -5.17
CAKI-1- --5.18
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COMPARE Analysis of 5a (NSC768093) to 13b (NSC787553)

---SEED--

NSC:S768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 253700 Count Experiments:2
---TARGET---

NSC:S787553 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0

1d: 133007 Count Experiments:2

Correlation:0.90
Jobld: 2819999011519452973
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-5.71/-6.56 /-4.74 / 59

$787553
-4M GI50 2d AVGDATA

mean/min/max/count
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COMPARE Analysis of 13b (NSC787553) to Pleurotin (NSC401005)

---SEED---
NSC:S787553 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 133007 CountExperiments:2
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.86
Jobld: 7810175962957311835

$401005 S787553
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

A
Sesq

mean/min/max/count mean/min/max/count
-4.88/-5.70/-4.00/ 60 -6.52/-7.47/-5.48 /60
- Small Cell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
- Leukemi - Leukemi -
CCRF-CEM- --5.64 --7.25
HL-60(TB)- --5.58 --6.88
K-562- --5.57 --7.15
MOLT-4- --5.52 --6.99
RPMI-8226- --4.88 --6.58
SR- --5.25 --7.25
- Non-; lICellLung - Naop-! lICellLung -
A549/ATCC- --4.34 --5.60
EKVX- --4.88 --6.09
HOP-18- --5.04 -NO DATA
HOP-62- --4.31 --5.89
HOP-92- --5.34 --6.79
NCI-H226- --4.34 --6.55
NCI-H23- --4.75 --6.25
NCI-H322M- --4.00 --5.48
NCI-H460- --4.46 --5.92
NCI-H522- --5.70 747
LXFL529- --5.22 -NO DATA
- c - -
COLO205- -535 C% -.7.04
DLD-1- --5.22 -NO DATA
HCC-2998- --4.57 --6.12
HCT-116- --5.03 --6.99
HCT-15- --5.12 --6.76
HT29- --4.72 --6.59
KM12- --4.49 --5.89
KM20L2- --4.64 -NO DATA
SW-620- --5.49 ] -7
- S - S -
SF-268- --4.57 --6.22
SF-295- --4.42 --5.67
SF-539- --4.72 --6.25
SNB-19- --4.33 --5.96
SNB-75- --4.67 --6.18
SNB-78- -4.87 -NO DATA
U251- --4.41 ] --6.29
XF498- --4.91 -NO DATA
- Melgnoma - Melapoma -
LOXIMVI- --4.78 --6.78
MALME-3M- --5.18 !
M14- --5.10 i
MDA-MB-435- -NO DATA 6.63
M19-MEL - --4.82
SK-MEL-2- --4.74 00
SK-MEL-28- --4.76
K-MEL-5- --4.72
UACC-257- --4.91
UACC-62- --4.85
- rian - Oyarian
IGROV1- --4.36
OVCAR-3- --5.17
OVCAR-4- --4.80
OVCAR-5- --4.67
OVCAR-8- --5.11
NCI/ADR-RES - -NO DATA
SK-OV-3- (] --439
- Renal - Repal
786-0-
A498 -
ACHN-
CAKI-1-
RXF393-
RXF-631-
SN12C-
TK-10-
UO-31-
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PC-3- “NO DATA ‘T
DU-145- -NO DATA
- Breast - Breast
MCF7- -NO DATA
MDA-MB-231/ATCC- -NO DATA
HS578T- -NO DATA
MDA-N- -NO DATA
BT-549- -NO DATA
T-47D- -NO DATA
MDA-MB-468 - -NO DATA
- SUMMARY - SUMMARY
mean- --4.88
minDelta- --0.82
maxDelta- -0.88
A o~ - S - o @ A b - < - o «?
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COMPARE Analysis of 5a (NSC768093) to 13c (NSC787554)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S787554 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
I1d: 72712 CountExperiments:2

Correlation:0.88
Jobld: 152861254556724592
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COMPARE Analysis of 13c (NSC787554) to Pleurotin (NSC401005)

---SEED---
NSC:S787554 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 72712 CountExperiments:2
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.82
Jobld: 2239556794382988653

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00/ 60

8787554
-4M GI50 2d AVGDATA

o;
e L
I 0
X
N oH
o

mean/min/max/count
-6.43/-7.36/-5.45/60

- Small Cell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
- Leukemi - Leukemi -
CCRF-CEM- --5.64 --6.99
HL-60(TB)- --5.58 --6.81
K-562- --5.57 --7.12
MOLT-4- --5.52 --6.68
RPMI-8226- --4.88 --6.41
SR- --5.25 --7.28
- Non- lICellLung - Nop.; lICellLung -
A549/ATCC- --4.34 --5.54
EKVX- --4.88 --5.93
HOP-18- --5.04 -NO DATA
HOP-62- --4.31 --5.64
HOP-92- --5.34 --6.68
NCI-H226- --4.34 --6.15
CI-H23- --4.75 --6.01
NCI-H322M - --4.00 --5.56
NCI-H460- --4.46 --5.81
NCI-H522- --5.70 --7.36
LXFL529- --5.22 -NO DATA
- c - c -
COLO205- --5.35 % --6.99
-1- --5.22 -NO DATA
HCC-2998- --4.57 --5.82
HCT-116- --5.03 -7
HCT-15- --5.12 --6.78
HT29- --4.72 --6.55
KM12- --4.49 --5.88
KM20L2- --4.64 -NO DATA
W-620- --5.49 [} --6.95
- S - S -
SF-268- --4.57 --6.19
SF-295- --4.42 --5.61
SF-539- --4.72 --6.42
SNB-19- --4.33 --5.86
SNB-75- --4.67 --6.21
SNB-78- --4.87 -NO DATA
U251- --4.41 [ ] --6.19
XF498- --4.91 -NO DATA
- Melgnoma - Melapoma -
LOXIMVI- --4.78 --6.90
MALME-3M- --518 --6.79
M14- --5.10 --6.58
MDA-MB-435- -NO DATA --6.40
M19-MEL - --4.82 -NO DATA
SK-MEL-2- --4.74 --5.81
SK-MEL-28- --4.76 --6.61
SK-MEL-5- --4.72 --5.88
UACC-257- --4.91 --6.40
UACC-62- --4.85 --6.74
- rian - Ovayian -
IGROV1- --4.36 --6.54
OVCAR-3- --5.17 --6.90
OVCAR-4- --4.80 --6.53
OVCAR-5- --4.67 --6.25
OVCAR-8- --5.11 --6.33
NCI/ADR-RES - -NO DATA --6.07
SK-OV-3- [ ] --4.39 --5.45
- Renal - Repal -
786-0- --4.91 --6.67
A498- --4.50 --5.63
ACHN- --5.17 --7.21
AKI-1- --5.18 --6.99
RXF393- --5.27 --6.74
RXF-631- --4.59 -NO DATA
SN12C- --4.80 --6.51
TK-10- --4.96 --6.57
UO-31- --5.17 --6.74
- Prostate - -
PC-3- -NO DATA --6.18
DU-145- -NO DATA --6.46
- Breast - -
MCF7- -NO DATA --6.72
MDA-MB-231/ATCC- -NO DATA --6.58
HS578T- -NO DATA --6.10
DA-N- -NO DATA -NO DATA
BT-549- -NO DATA --6.41
T-47D- -NO DATA --6.66
MDA-MB-468- -NO DATA --6.76
= SUMMARY = SUMMARY =
mean- --4.88 --6.4
minDelta- --0.82 --0.93
maxDelta- -0.88 -0.97
) ~ - =) - o © ) ~ - =) - o~ %)

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 13d (NSC791347)

NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

NSC:S791347 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

---SEED---

1d: 253700 Count Experiments:2
--TARGET---

1d: 193820 CountExperiments:2

Correlation:0.86
Jobld: 979145823477207243

$768093
-4M GI50 2d AVGDATA

mean/min/max/count
-5.71/-6.56 /-4.74 | 59

$791347
-4M GI50 2d AVGDATA

B

mean/min/max/count
-6.67/-7.49/-5.65/59

o~

- Small Cell Lung
DMS114-
DMS273-

- Leul
CCRF-CEM-

MOLT-4-
RPMI-8226-
SR-
- Non-SmallCellL
AS49/ATCC- i
EKVX-

HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-
NCI-H522-
LXFL529-

. “H
COLO205-
DLD-1-

HCC-2998-
CT.

- Melanoma
LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-

M19-MEL -

SK-MEL-2-
SK-MEL-28-
SK-MEL-5-

UACC-257-
UACC-62-

Ovarian

IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES-
SK-OV-3-

PC-3-

DU-145-

MCF7-
MDA-MB-231/ATCC -
HS576T -

T-47D-
MDA-MB-468-

- Small Cell Lung -
-NO DATA -NO DATA
-NO DATA -NO DATA

- Leukemi -
--6.56 --7.24
--6.10 .
--6.45 5
--6.26 B
--5.70 .
--6.51 .

- Nop.! lICellLung
~5.03 ﬂ
7

1
r

-6.46
NO DATA
] -6.55
NO DATA
Melapoma
Ovarian

SUMMARY
mean-
minDelta-
maxDelta-
@ o~ L =] \ el o~ o o L g o~

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 13d (NSC791347) to Pleurotin (NSC401005)

—--SEED-—-

NSC:S$791347 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 193820 CountExperiments:2
---TARGET---

NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0

Id: 243481 CountExperiments:2

Correlation:0.81
Jobld: 802301456905305864

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00/ 60

$791347
-4M GI50 2d AVGDATA

mean/min/max/count
-6.67/-7.49/-5.65/59

- Small ell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
- eu - Leukemi -
CCRF-CEM- --5.64
HL-60(TB)- --5.58
K-562- --5.57
MOLT-4- -5.52
RPMI-8226 - --4.88
SR- --5.25
Non- lICellLung - N lICellLung
A549/ATCC- --4.34
EKVX --4.88
HOP-18- --5.04
HOP-62- -4.31
HOP-92- --5.34
NCI-H226 - --4.34
NCI-H23- --4.75
NCI-H322M- --4.00
NCI-H460- --4.46
NCI-H522- --5.70
LXFL529- --5.22
- Coﬁn
COLO205- --5.35 --6.88
DLD-1 --5.22 -NO DATA
HCC-. 2998» --4.57 --6.60
HCT-116- --5.03 --7.33
HCT-15- --5.12 --6.90
HT29- --4.72 --6.76
KM12- --4.49 --6.
KM20L2- --4.64
SW-620- --5.49 [ ] -
- R S R
SF-268- --4.57 --6.56
SF-295- --4.42 --5.85
SF-539- --4.72 --6.67
SNB-19- --4.33 --6 33
SNB-75- --4.67
SNB-78- --4.87 —NO DATA
U251~ --4.41 [} --6.55
XF498- --4.91 -NO DATA
- Melanom: - Melapgma -
LOXIMVI- --4.78 --6.94
MALME-3M» --5.18 --7.0¢
--5.10 --6.72
MDA-MB- 435- -NO DATA --6.67
M19-MEL - --4.82 -NO DATA
SK-MEL-2- --4.74 --6.52
SK-MEL-28- --4.76 --6.61
SK-MEL-5- --4.72 --6.57
UACC-257- --4.91 --6.56
UACC-62- --4.85 --6.68
- rian - Ovarian -
IGROV1- --4.36 --6.69
OVCAR-3- --517 --6.96
OVCAR-4- --4.80 --6.76
OVCAR-5- --4.67 --6.49
OVCAR-8- --5.11 --6.51
NCI/ADR-RES- -NO DATA --6.51
SK-OV-3- [ ] --439 --5565
- Renal - Renal -
786-0- --4.91 --6.61
A498- --4.50 --5.66
ACHN -5.17 -7.33
CAKI-1- --5.18 -NO DATA
RXF393- --5.27 ] --7.0:
RXF-631- --4.59
SN12C- --4.80 --6.7:
TK-10- --4.96 --6.61
U0-31- --5.17 --7.01
- Prostate - Prostate -
PC-3- -NO DATA --6.53
DU-145- -NO DATA --6.76
- Breast - Br -
MCF7- -NO DATA --7.20
MDA-MB-231/ATCC- -NO DATA --6.66
HS578T - -NO DATA --6.48
MDA-N- -NO DATA -NO DATA
BT-549- -NO DATA --6.75
T-47D- -NO DATA --6.75
MDA-MB-468- -NO DATA --6.66
= SUMMARY = SUMMARY =
mean- --4.88 --6.67
minDelta- --0.82 --0.82
maxDelta- -0.88 -1.02
) ~ - o - ) ) o~ - =) - o~ o

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 14a (NSC92937)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S92937 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 62826 CountExperiments:4

Correlation:0.78
Jobld: 6305036997033980351

$92937
-4M GI50 2d AVGDATA

2

mean/min/max/count
-517/-6.16/-4.34/70

- Small Cell Lung
DMS114-
DMS273-

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

- Non- lICellLung

ASB49/ATCC-

EKVX-

HOP-18-

HOP-62-

HOP-92-

NCI-H226-

NCI-H23-
NCI-H322M-

NCI-H460-

NCI-H522-

LXFL529-

- C

COLO205-

DLD-1-
HCC-2998-

HCT-116-

HCT-15-

HT29-

KM12-

KM20L2-

SW-620-

{

- Melagoma
LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

- rian

IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES -
SK-OV-3-

- Progtate
7N li

DU-145-

- Breast
MCF7-
MDA-MB-231/ATCC-
HS578T-
MDA-N-
BT-549-
T-47D-
MDA-MB-468-

- SUMMARY

mean-
minDelta-
maxDelta-

S768093
-4M GI50 2d AVGDATA

e
1o

mean/min/max/count
-5.71/-6.56/-4.74 / 59

Small Cell Lung -
-NO DATA
-NO DATA
Leul -
--6. ’156

NonﬁllCellLung

-5.24
NO DATA
-5.68

32

._.._._g___n_,_

® o~ - o - o

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 14a (NSC92937) to Pleurotin (NSC401005)

---SEED---
NSC:592937 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
Id: 62826 CountExperiments:4
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.83
Jobld: 2862509136855109658

$92937
-4M GI50 2d AVGDATA

mean/min/max/count
-5.17/-6.16/-4.34/70

- Small Gell Lung
DMS114-
DMS273-

Leu I
CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226 -
SR-
- Non- lICellLung
AB49/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M -
NCI-H460-
NCI-H522-
LXFL529-
COLO205-
DLD-1-
HCC-2998-
HCT-116-
HCT-15-
HT29-
KM12-
KM20L2-
SW-620-

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00 / 60

Small iell Lung
Leup

Non;EiCeLung
z

- S S
SF-268-
SF-295-
SF-539-
SNB-19-
SNB-75-
SNB-78-
U251-
XF498-
- Melapoma Melanoma
LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257 -
UACC-62-
- rian rian
IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
VCAR-8-
NCIVADR-RES-
SK-OV-3- [}
- Repal Renal
786-0-
A498-
ACHN-
CAKI-1-
RXF393-
RXF-631-
SN12C-
TK-10-
UO-31-
- Progtate Prostate -
PC-3- -i -NO DATA
DU-145- -NO DATA
- Breast Breast -
- -NO DATA
MDA-MB-231/ATCC- -NO DATA
HS578T- -NO DATA
MDA-N- -NO DATA
BT-549- -NO DATA
T-47D- -NO DATA
MDA-MB-468 - -NO DATA
- SUMMARY SUMMARY -
mean- --4.88
minDelta- --0.82
maxDelta- -0.88
© ~ - =) - © ~ - o - ©

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 14b (NSC668844)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:5668844 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 426305 CountExperiments:3

Correlation:0.82
Jobld: 608925587626226542

S668844
-4M GI50 2d AVGDATA

mean/min/max/count
-4.98/-6.26/-4.18 /60

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226-
SR-
A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

LOXIMVI-
MALME-3M-

M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-

T-47D-
MDA-MB-468-
mean-

minDelta-
maxDelta-

Small Cell Lung

Leu

NorﬂllCellLung

Ogrian

P:i(ats Prorate
Br{ BFP
SUMMARY SUMMARY

“NO DATA
“NO DATA

--4.77
-NO DATA
--5.21

™

-log(10) endpoint conc

$768093
-4M GI50 2d AVGDATA

mean/min/max/count
-5.71/-6.56/-4.74 / 59

Small Cell Lung

“NO DATA
“NO DATA

Leu

NonﬁllCellLung

--5.32
-NO DATA

--5.24
-NO DATA

-log(10) endpoint conc
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COMPARE Analysis of 14b (NSC668844) to Pleurotin (NSC401005)

---SEED---
NSC:5668844 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
1d: 426305 CountExperiments:3
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.87
Jobld: 8039315470687304686

$401005 S668844
-4M GI50 2d AVGDATA -4M GI50 2d AVGDATA

mean/min/max/count mean/min/max/count
-4.88/-5.70/-4.00 /60 -4.98/-6.26/-4.18 /60
- Small Cell Lung - Small Cell Lung -
DMS114- X -NO DATA
DMS273- -NO DATA
- Leu Leukemi -
CCRF-CEM- --6.26
HL-60(TB)- --6.22
K-562- --5.79
MOLT-4- --6.05
RPMI-8226- --5.16
SR- --5.81
- Non-; lICellLung Non.! lICellLung -
AS549/ATCC - --4.19
EKVX- --4.79
HOP-18- -NO DATA
HOP-62- --4.18
HOP-92- --5.21
NCI-H226- --4.69
NCI-H23- --4.86
NCI-H322M- --4.54
NCI-H460- --4.24
NCI-H522- --5.67
LXFL529- -NO DATA
- (& Caolon -
COLO205- Oﬁ’ --5.15
DLD-1- -NO DATA
HCC-2998- --4.57
HCT-116- --517
HCT-15- --4.86
HT29- --4.71
KM12- --4.50
KM20L2- -NO DATA
SW-620- [ ] --5.58
R S S R
SF-268- --4.68
SF-295- --4.18
SF-539- --4.78
SNB-19- --4.29
SNB-75- .48
SNB-78- -NO DATA
U251- ] 77
XF498- -NO DATA
- Melgnoma Melapoma -
LOXIMVI- --5.21
MALME-3M- --5.06
M14- --4.92
MDA-MB-435- .79
M19-MEL - -NO DATA
SK-MEL-2- .64
SK-MEL-28- --4.86
SK-MEL-5- --4.77
UACC-257- --5.01
UACC-62- --4.69
- rian Ovarian -
IGROV1- --4.83
OVCAR-3- --5.14
OVCAR-4- --5.29
OVCAR-5- --4.36
OVCAR-8- --5.03
NCI/ADR-RES- --4.70
SK-OV-3- (] -421
- Renal R -
786-0- --547
A498- --4.25
ACHN- --5.35
CAKI-1- --5.37
RXF393- --5.48
RXF-631- -NO DATA
SN12C- --4.81
TK-10- --5.34
UO-31- --5.12
- Prostate - Progtate -
PC-3- -NO DATA --5.09
DU-145- -NO DATA --4.66
- Breast - Br -
MCF7- -NO DATA --5.49
MDA-MB-231/ATCC- -NO DATA --5.39
HS578T- -NO DATA --4.52
MDA-N- -NO DATA --4.88
BT-549- -NO DATA --4.85
T-47D- -NO DATA --5.56
MDA-MB-468- -NO DATA -NO DATA
- SUMMARY - SUMMARY -
mean- --4.88 --4.98
minDelta- --0.82 --1.29
maxDelta- -0.88 -0.80
-log(10) endpoint conc -log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 14c (NSC661222)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:$661222 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 425825 CountExperiments:2

Correlation:0.79
Jobld:4240006198921766318

$661222 $768093
-5M GI50 2d AVGDATA -4M GI50 2d AVGDATA

. ¢
OO‘ U\K'"

mean/min/max/count
-5.47/-6.69/-5.00 / 60

DMS114:
DMS273-

CCRF-CEM-
HL-BO(TB%-
K-562-
MOLT-4-
RPMI-8226-
SR-

A549/ATCC:

NCI-H522-
LXFL529-
COLO205-
DLD-1-
HCC-2998-
HCT-116-
HCT-15-
HT29-
M12-

K
KM20L2-
SW-620-

SF-268-

LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-

UACC-257-
UACC-62-

T-4
MDA-MB-468-

_mean-
minDelta-
maxDelta-

Small Cell Lung

mean/min/max/count
-5.71/-6.56/-4.74 /59

Small Cell Lung

:NO DATA :NO DATA
-NO DATA -NO DATA

- Leukemi -
--6.69
--6.03

Leul

Non»E’quCellLung - 500 NonﬁllCellLung

-6.34
NO DATA

[«
=

-5.98
NO gATA

héndndn
oo~
Sho

»

“NO DATA

Melanoma
--5.00
--5.74
--5.66
5.64
5.32

e L e 0 L

X
[ I
y
T

Rl

SUMMARY

o

-log(10) endpoint conc

A

-log(10) endpoint conc
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COMPARE Analysis of 14c¢ (NSC661222) to Pleurotin (NSC401005)

---SEED---
NSC:$661222 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
1d: 425825 CountExperiments:2
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.84
Jobld: 2729056243356103181

$401005
-4M GI50 2d AVGDATA

mean/min/max/count
-4.88/-5.70/-4.00 / 60

$661222
-5M GI50 2d AVGDATA

mean/min/max/count
-5.47/-6.69/-5.00 /60

- Small Cell Lung - Small Cell Lung -
DMS114- -NO DATA
DMS273- -NO DATA
- Leul Leul -
CCRF-CEM-

HL-60(TB)-
K-56:

- Non-; lICellLung
AB49/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M -
NCI-H460 -
NCI-H522-
LXFL529-
- (&
COLO205-
DLD-1-
HCC-2998 -
HC
HT2
KM12

LOXIMVI-
MALME-3M-

M14-
MDA-MB-435-

MOLT-
RPMI-8226-
SR

Non-ﬁllCellLung

--5.70

-NO DATA

--5.62

-NO DATA
5.01

o
=

o
i o B
g g 8
:
"nZdnindnd
8&a3

i:zrian Vari

Renal - R{I -

- Prostate - Prostate -
PC-3- -NO DATA --5.45
DU-145- -NO DATA --5.01

- Breast - Bregst -
MCF7- -NO DATA --5.66
MDA-MB-231/ATCC - -NO DATA --5.69
HS578T- -NO DATA --5.15
IDA-N- -NO DATA --5.58
BT-549- -NO DATA --5.66
T-47D- -NO DATA --5.70

MDA-MB-468- -NO DATA -NO DATA

= SUMMARY = SUMMARY =
mean- --4.88 --5.47
minDelta- --0.82 --1.22
maxDelta- -0.88 -0.47

© o~ - =) - ) o ~ - =) - o @

-log(10) endpoint conc

-log(10) endpoint conc
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COMPARE Analysis of 5a (NSC768093) to 14d (NSC645330)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S645330 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 2668 Count Experiments: 2

Correlation:0.74
Jobld: 6456704583804920861

$768093
-4M GI50 2d AVGDATA

¢
"IIA@

$645330
-4M GI50 2d AVGDATA

mean/min/max/count
-5.22/-6.33/-4.56 /59

DMS114-
DMS273-

Small (i;ll Lung

mean/min/max/count
-5.71/-6.56 / -4.74 | 59

Small Cell Lung -NO DATA
-NO DATA

- Leukemi - Leukemi -
CCRF-CEM- --6.33 X
HL-60(TB)- --6.28 3
K-562- --5.71 .
MOLT-4- --6.27 .
RPMI-8226 - --5.69 3
SR- --5.84 .

- Non- lICellLun - Non.. lICellLung

A549/ATCC- 9 ﬁ 9
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-
NCI-H522-
LXFL529-

Ci

COLO205-
DLD-1-
HCC-2998-
HCT-116-
HCT-15-
HT29-
KM12-
KM20L2-
SW-620-

-6.34
-NO DATA

--5.98
-NO DATA

51-
XF498-
- Melapgma Melanoma

LOXIMVI-

MALME-3M-

M14-

MDA-MB-435-
M19.

ACC-62-

- rian
IGROV1- }
OVCAR-8

Prostate - Prostate
-NO DATA
-NO DATA
Breast - Br
-NO DATA
-NO DATA
-NO DATA
-NO DATA
-NO DATA
T-47D- -NO DATA
MDA-MB-468 - -NO DATA
- SUMMARY - SUMMARY
mean- --5.22
minDelta- =111
maxDelta- -0.65
® ~ - =) - o~ © ® ~ - =) - o~

-log(10) endpoint conc -log(10) endpoint conc
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COMPARE Analysis of 14d (NSC645330) to Pleurotin (NSC401005)

---SEED---
NSC:S645330 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 2668 Count Experiments: 2
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.82
Jobld: 8924669832522260190
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COMPARE Analysis of 5a (NSC768093) to 14e (NSC661221)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S$661221 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 425824 CountExperiments:2

Correlation:0.78
Jobld: 2832546849340558660
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COMPARE Analysis of 14e (NSC661221) to Pleurotin (NSC401005)

---SEED---
NSC:$661221 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
Id: 425824 CountExperiments:2
—-TARGET---
NSC:5401005 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.85
Jobld: 8272752536982514267
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COMPARE Analysis of 5a (NSC768093) to 14f (NSC641396)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S641396 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 182589 CountExperiments: 4

Correlation:0.77
Jobld:6992511647736348161
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COMPARE Analysis of 14f (NSC641396) to Pleurotin (NSC401005)

—--SEED-—-

Id: 182589 CountExperiments:4
---TARGET---

Id: 243481 CountExperiments:2

Correlation:0.78
Jobld: 7250576864606418500
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COMPARE Analysis of 5a (NSC768093) to Kalafungin (NSC137443)

---SEED---
NSC:S768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 CountExperiments:2
—-TARGET---
NSC:5137443 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
Id: 71608 Count Experiments:2

Correlation:0.81
Jobld:9060594243988086729

$137443
-4M GI50 2d AVGDATA

oH o
0@
oH O
o
mean/min/max/count
-7.03/-7.78/-5.87 /60

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226-
AS49/ATCC-
EKVX-
HOP-18-

NCI-H23-
NCI-H322M-
NCI-H460-
NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-
HCT-116-

LOXIMVI-
MALME-3M-

M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-
IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES -
SK-OV-3-

T-47D-
MDA-MB-468 -

mean-

Small Cell Lung

Leuf

NWIICeIILung

=
z
)

~NO DATA
“NO DATA

78
-NO DATA
--1.75

“NO DATA
“747

minDelta-
maxDelta-
© ~ - =) - o~ ©

-log(10) endpoint conc

S768093
-4M GI50 2d AVGDATA

@

mean/min/max/count
-5.71/-6.56/-4.74 /59

Small Cell Lung 7N0 DATA
-NO DATA

~.6.56
810

Leul

NonﬁllCellLung -
--5.03

--6.34
-NO DATA

--5.98
-NO DATA
29

810
T8
574
279
]
i |
[}

524
-NO DATA

Melanoma -
--5.68
' 5.73
4

2
3
-7
8
T

SUMMARY

-log(10) endpoint conc

Figure S47



COMPARE Analysis of Kalafungin (NSC137443) to Pleurotin (NSC401005)

---SEED---

NSC:S137443 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0

I1d: 71608 Count Experiments:2

--TARGET---

NSC:S401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 243481 CountExperiments:2

Correlation:0.79

Jobld: 613988420058587479
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COMPARE Analysis of 5a (NSC768093) to Nanaomycin A (NSC267461)

---SEED---
NSC:S768093 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S267461 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 121294 CountExperiments: 4

Correlation:0.72
Jobld:4481058418583182031
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COMPARE Analysis of Nanaomycin A (NSC267461) to Pleurotin (NSC401005)

---SEED---
NSC:5267461 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 121294 CountExperiments:4
---TARGET---
NSC:S401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.79
Jobld:2128577860017888719
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DU-145- --5.95 -NO DATA
- Breast - Breast -
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BT-549- --6.93 -NO DATA
T-47D- --6.73 -NO DATA
MDA-MB-468- -NO DATA -NO DATA
- SUMMARY - SUMMARY -
mean- --6.67 --4.88
minDelta- --1.12 --0.82
maxDelta- -1.28 -0.88
® ~ - =) - o @ © ~ - =) - o )

-log(10) endpoint conc

-log(10) endpoint conc

Figure S50



COMPARE Analysis of 5a (NSC768093) to 15a (NSC641401)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:S641401 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 303785 CountExperiments: 1

Correlation:0.78
Jobld:5187925863101103006
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COMPARE Analysis of 15a (NSC641401) to Pleurotin (NSC401005)

---SEED---
NSC:5641401 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
1d: 303785 CountExperiments: 1
---TARGET---
NSC:S401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 243481 CountExperiments:2

Correlation:0.68
Jobld:9106697070602025420
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COMPARE Analysis of 5a (NSC768093) to Discorhabdin C (NSC626162)

---SEED---
NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:5626162 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 421973 CountExperiments:5

Correlation:0.78
Jobld:193534783601839350
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COMPARE Analysis of Discorhabdin C (NSC626162) to Pleurotin (NSC401005)

---SEED---
NSC:5626162 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0
1d: 421973 CountExperiments:5
---TARGET---
NSC:S401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.78
Jobld: 1403932220819377460
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COMPARE Analysis of 5a (NSC768093) to 9b (NSC682995)

---SEED---
NSC:5768093 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:5682995 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 4367529 CountExperiments: 2

Correlation:0.71
Jobld:5303183562120266702
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COMPARE Analysis of 9b (NSC682995) to Pleurotin (NSC401005)

---SEED---

NSC:5682995 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
1d: 4367529 CountExperiments: 2
---TARGET---

NSC:S401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 243481 CountExperiments:2

Correlation:0.81
Jobld: 8272072227347731043
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COMPARE Analysis of 5a (NSC768093) to MMB analogue (NSC801078)

---SEED---
NSC:5768093 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 253700 Count Experiments:2
---TARGET---
NSC:5801078 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 133157 CountExperiments:1

Correlation:0.86
Jobld: 8801576231309923097
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COMPARE Analysis of MMB analogue (NSC801078) to Pleurotin (NSC401005)

NSC:S401005

---SEED---

NSC:5801078 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 133157 CountExperiments: 1

---TARGET---
Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
Id: 243481 CountExperiments:2

Correlation:0.82
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COMPARE Analysis of NQO1 to 19 (NSC409304)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---

NSC:5409304 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0
Id: 251495 CountExperiments: 1

Correlation:0.67
Jobld: 7364063256090692400
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---SEED---
NSC:5409304 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 251495 CountExperiments: 1

---TARGET---
NSC:S753790 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0

1d: 373263 CountExperiments: 2

Correlation:0.51

Jobld: 7364063256090692400

COMPARE Analysis of 19 (NSC409304) to DPIQ. (NSC753790)
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COMPARE Analysis of NQO1 to 20 (NSC2785)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:52785 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
Id: 71580 CountExperiments: 1

Correlation:0.66
Jobld: 1356468010017973524
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SK-MEL-2- --5.00 -2.50
SK-MEL-28- --5.56 -2.84
SK-MEL-5- --5.83 -3.18
UACC-257- --5.59 -2.556
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AKI-1- --5.32 -2.69
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T-47D- --4.57 .79
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COMPARE Analysis of 20 (NSC2785) to DPIQ (NSC753790)

---SEED---
NSC:52785 Endpoint:GI50 Expld:AVGDATA logHiConc:-4.0
1d: 71580 CountExperiments:1
—-TARGET---
NSC:S753790 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 373263 CountExperiments:2

Correlation:0.69
Jobld: 8298870972283168025
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NCI-H460- --5.54 --5.80
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COMPARE Analysis of NQO1 to 21a (NSC783640)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---

NSC:S783640 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0

1d: 72655 Count Experiments: 2

Correlation:0.64
Jobld: 7715194222435053083
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COMPARE Analysis of 21a (NSC783640) to DPIQ (NSC753790)

---SEED---
NSC:S783640 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 72655 Count Experiments: 2
---TARGET---
NSC:S$753790 Endpoint:GI50 Expld:AVGDATAlogHiConc:-4.0
1d: 373263 Count Experiments:2

Correlation:0.65
Jobld:7715194222435053083
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COMPARE Analysis of NQO1 to 21b (NSC783641)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5783641 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 314263 CountExperiments:2

Correlation:0.66
Jobld: 3646587695121137667
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CCRF-CEM- --5.48 -NO DATA
AR 2% ] oA
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NCI-H460- --7.41
NCI-H522- --6.72
LXFL529- -NO DATA
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HCC-2998- --6.69
HCT-116- --6.10
HCT-15- --6.81
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KM12- --6.19
KM20L2- -NO DATA
SW-620- ] --6.34
- cNS -
SF-268- --6.51
SF-295- --6.81
SF-539- --6.80
SNB-19- --6.57
SNB-75- --6.85
SNB-78- -NO DATA
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XF498- -NO DATA
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LOXIMVI- --6.69
MALME-3M- --6.73
M14- --6.77
MDA-MB-435- --6.28
M19-MEL - -NO DATA
SK-MEL-2- --6.50
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SK-MEL-5- --7.07
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RXF393- --6.78
RXF-631- -NO DATA
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UO-31- --6.69
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PC-3- --6.13
DU-145- --7.61
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MDA-N- -NO DATA
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T-47D- --5.08
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COMPARE Analysis of 21b (NSC783641) to DPIQ (NSC753790)

NSC:S783641 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 314263 CountExperiments:2

NSC:S753790 Endpoint:GISO Expld:AVGDATA logHiConc:-4.0

1d: 373263 CountExperiments:2

Correlation:0.66

Jobld: 3646587695121137667
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COMPARE Analysis of NQO1 to 5a (NSC768093)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:S768093 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 253700 Count Experiments:2

Correlation:-0.37
Jobld: 2580018557142257876
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DMS114- -NO DATA -1.87
DMS273- -NO DATA -2.69
- Leukemi - Leukemia -
CCRF-CEM- --6.56 -NO DATA
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K-562- --6.45 ] -2,
MOLT-4- --6.26 -NO DATA
RPMI-8226- --5.70 -NO DATA
SR- --6.51 [ ] -2.10
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EKVX-
HOP-18-
HOP-62-
OP-92-
NCI-H226- 231
NCI-H23- g
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M19-MEL - -3.17
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UACC-62- -1.90
- Ovarian rian -
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COMPARE Analysis of NQO1 to 5b (NSC780813)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5780813 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
Id: 314185 CountExperiments: 1

Correlation:-0.30
Jobld: 7799368897062004237
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COMPARE Analysis of NQO1 to Pleurotin (NSC401005)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5401005 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 243481 CountExperiments:2

Correlation:-0.27
Jobld: 5196849035899921588
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COMPARE Analysis of NQO1 to 14b (NSC668844)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5668844 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 426305 CountExperiments:3

Correlation:-0.48
Jobld: 3829946830593806600

NQO1
MT22
MOLTID_MT_SERIES

NQO1
MT22

NQO1
MT;
MOLTID_MT_SERIES

mean/min/max/count mean/min/max/count
-4.98/-6.26/-4.18 / 60 2.52/1.48/3.78/64

$668844
-4M GI50 2d AVGDATA

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226-
SR-
A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

SW-620-
SF-268-

LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-

SK-OV-3-

T-47D-
MDA-MB-468-
mean-

minDelta-
maxDelta-

Small Cell Lung ell Lung

“NO DATA 187

-NO DATA -2.69
--6.26

Leukemia

Leul -
-NO DATA
-NO DATA
-2.03

-NO DATA
-NO DATA
-2.10

Non-Sm: -

NonﬂllCellLung

--4.77
-NO DATA

--5.21
--5.06
--4.92

.50
rian -

-2.13
-2.01
-1.73
-2.65
-1.65
-2.11
-2.04

SUMMARY SUMMARY -

©®

-log(10) endpoint conc

-1.0000

§ § § ¢

Expression Data

Figure S70



COMPARE Analysis of NQO1 to Kalafungin (NSC137443)

---SEED---
Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:S137443 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
Id: 71608 Count Experiments:2

Correlation:-0.27
Jobld: 7682632898986498469

NQO1

$137443
-4M GI50 2d AVGDATA MT22
MOLTID_MT_SERIES

{1 NQO1
O tg MT22

mean/min/max/count
-7.03/-7.78/-5.87 1 60

NQO1
MT;
MOLTID_MT_SERIES

mean/min/max/count
2.52/1.48/3.78/64

DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-
MOLT-4-
RPMI-8226-
SR-
A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-

NCI-H522-
LXFL529-

COLO205-
DLD-1-
HCC-2998-

SW-620-
SF-268-

LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC-257-
UACC-62-

IGROV1-

SK-OV-3-

Small Cell Lung ell Lung

“NO DATA 187
“NO DATA 2560

Leukemi - Leukemia -
--7.57 -NO DATA
78 —
--7.42 -NO DATA
]

-NO DATA
-2.10

NWIICeIILung - 6.08 Non-Sm: -
--6.39 .
72

--7.78
-NO DATA

O 775
6.63

--6.78
-NO DATA

--7.47
--7.63
--7.21

?
S571
MDA-N-
BT-549-
T-47D-
MDA-MB-468 -
- SUMMARY SUMMARY -
mean- -2.52
minDelta- --1.04
maxDelta- 1.26
8 8 8 8 8
< 0 = 0 <
- OI =3 o L

-log(10) endpoint conc

Expression Data
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COMPARE Analysis of NQO1 to Discorhabdin C (NSC626162)

Moltld:MT22 Genecard:NQO1 TargetSet:MOLTID_MT_SERIES

NSC:$626162 Endpoint:GISO Expld:AVGDATAlogHiConc:-4.0

---SEED--

~-TARGET---

1d: 421973 CountExperiments:5

Correlation:-0.29
Jobld:3262975264366953011

$626162
-4M GI50 2d AVGDATA

Z

mean/min/max/count
-6.85/-7.89/-5.63/68

NQO1
MT22
MOLTID_MT_SERIES

NQO1
MT22

NQO1

MT22
MOLTID_MT_SERIES
mean/min/max/count
2.52/1.48/3.78 /64

- Small ung
DMS114-
DMS273-
- Leu
CCRF-CEM-
HL-GO(TB}-
K-562-

MOLT-4-
RPMI- 8226-

lICellLung
A549/ATCC-
EKVX
HOP- 18-
HOP-62-
HOP-92-
NCI-| H226-
NCI-H23
NCI-H322M-
NCI-H460-
NCI-H522-

LXFL529-

COL0205-
DLD-1
HCC-. 2998-

HCT-116-
HCT-15-

HT29-
KM12-
KM20L2-
SW-620-

- Melapoma
LOXIMVI-
MALMEMSM-
MDA-MB-435-
M19-MEL -
SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UACC 257 -
62-
Ovarian
IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES-
SK-OV-3-

- Prostate
PC-3-
DU- 145- J

- ell Lung -

--7.40 -1.87

--6.80 -2.69
Leukemia

770 “NO DATA
789 -NO DATA

-2.

-NO DATA
-NO DATA
-2.10

55 |
]

- NO DATA

--7A83
--1.74
--6.30

Melanoma

Br

MCF7- -1.82

MDA-MB-231/ATCC- -1.48

HS578T- -2.33

MDA-N - -2.48

BT-549- »2 43

T-47D- .79

MDA-MB-468 - - NO DATA
- SUMMARY SUMMARY

mean- ~2.52
minDelta- --1.04

maxDelta- 1.26

@ ~ - o - o

-log(10) endpoint conc

-1.0000
-0.5000
=. 0.0000
0.5000
1.0000
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COMPARE Analysis of TrxR to 5a (NSC768093)

Id

---SEED---

Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES

—--TARGET---

NSC:5768093 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

: 253700 CountExperiments: 2

Correlation:-0.24
Jobld: 766082888249896201

$768093
-4M GI50 2d AVGDATA

@

“ Sy

O

mean/min/max/count
-5.71/-6.56 /-4.74 1 59

- Small Cell Lung
DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-

MOLT-4-
RPMI-8226-
SR-

Leul

NonﬁllCellLung

AS49/ATCC-
KVX-

NCI-H2
NCI-H322M
NCI-H460-
NCI-H522-
LXFL529-

- C
COLO205- OH‘
DLD-
HCC-299:
HCT-11
HCT-1
HT2
KM1
KM20L.

SW-620- [}
- ifs
|

- Melanoma
LOXIMVI-
MALME-3M-
M14-
MDA-MB-435-
M L

- Ovarian

IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES-
SK-OV-3-

786-0-
A498-
ACHN-
CAKI-1-

- B
MCF7- ’
MDA-MB-231/ATCC-
HS578T-

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

_mean-
minDelta-
maxDelta-

™ ~

-log(10) endpoint conc

NO
-52
NO
56

-6.3:
-5.7

TXNRD1
MT143
MOLTID_MT_SERIES

TXNRD1
MT143

TXNRD1

MT143
MOLTID_MT_SERIES
mean/min/max/count
3.72 / undefined / 14.30 / 59

Small Cell Lung

emia

Non-mung

Jy

2
DATA
4
DATA

Melanoma
8
2
8
5.73
64

SUMMARY

0P Q@ Q
Q90 9 QD 8 ===
S O O © O O S O O
S &S S S S 9 9 9 9
S ® ® ¥ 4§ SN ¥ ©

Expression Data

|

10.0000

“NO DATA
“NO DATA

-NO DATA
-NO DATA
-NO DATA
-NO DATA
-NO DATA
-NO DATA

-1.
-NO DATA
-2.00

“NO DATA
0

-7.

-NO DATA
-3.40

-NO DATA
-3.70

-1.00
-2.50

-5.
-NO DATA
14.30
-11.50
-NO DATA

-3.50
-6.00

110
850

-3.30
-NO DATA
-5.80
-2.90
-NO DATA
-3.72

-3.72
10.58
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COMPARE Analysis of TrxR to 5b (NSC780813)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5780813 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0

1d: 314185 CountExperiments: 1

Correlation:-0.12

Jobld:4305186664534873894

S780813
-4M GI50 2d AVGDATA

mean/min/max/count
-5.37/-6.30/-4.64 / 58

- Small Cell Lung
DMS114-
DMS273-

CCRF-CEM-
HL-60(TB)-
K-562-

MOLT-4-
RPMI-8226-
SR~

Leukemia

A549/ATCC-
EKVX-
HOP-18-
HOP-62-
HOP-92-
NCI-H226-
NCI-H23-
NCI-H322M-
NCI-H460-
NCI-H522-
LXFL529-
- C
COLO205- ohn
DLD-1-
HCC-2998-

- S
SF-268-
SF-295-
SF-539-
S

LOXIMVI-
MALME-3M-

M14-
MDA-MB-435-
M19-MEL -

SK-MEL-2-
SK-MEL-28-
SK-MEL-5-
UAECv257-

UACC-62-

rian

IGROV1-
OVCAR-3-
OVCAR-4-
OVCAR-5-
OVCAR-8-
NCI/ADR-RES-
SK-OV-3-

Non-illCellLung

z
[}
8
[

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

“NO DATA
“NO DATA

~563

--5.82
-NO DATA
--5.63
-NO DATA
--4.81

mean-
minDelta-
maxDelta-
® o~ - o - o @

-log(10) endpoint conc

TXNRD1
MT143
MOLTID_MT_SERIES

TXNRD1
MT143

TXNRD1
MT14
MOLTID_MT_SERIES

mean/min/max/count
3.72 / undefined / 14.30 / 59

-10.0000

-8.0000
-6.0000
-4.0000

Small Cell Lung

emia

SUMMARY

o
S
S
<
N

I=3E=
S 8
S 8
S o
o «

4.0000
6.0000
8.0000

Expression Data

10.0000

“NO DATA
“NO DATA

“NO DATA
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COMPARE Analysis of TrxR to Pleurotin (NSC401005)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5401005 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 243481 CountExperiments:2

Correlation:-0.21
Jobld: 1840548376507877519

$401005 TXNRD1
-4M GI50 2d AVGDATA MT143
MOLTID_MT_SERIES
TXNRD1
MT143
MOLTID_MT_SERIES
mean/min/max/count mean/min/max/count
-4.88/-5.70/-4.00/ 60 3.72 / undefined / 14.30 / 59
- Small Gell Lung - Small Cell Lung -
DMS114- --4.82 -NO DATA
DMS273- --4.74 -NO DATA
Leul I - emia -
CCRF-CEM- --5.64 -NO DATA
HL- GO(TB)- --5.58 -NO DATA
K-562- --5.57 -NO DATA
MOLT-4- --5.52 -NO DATA
RPMI-8226 - --4.88 -NO DATA
SR- --5.25 -NO DATA
Non- lICellLung - Non-Sm: ung -
A549/ATCC» --4.34 -6.40
EKV. --4.88 -1.80
HOP-18— --5.04 -NO DATA
HOP-62- --4.31 -6.40
HOP-92- --5.34 -5.10
NCI-H226 - --4.34 -9.30
NCI-H23- --4.75 -2.50
NCI-H322M- --4.00 -240
NCI-H460- --4.46 -7.00
NCI-H522- --5.70 -7.40
LXFL529- --5.22 -NO DATA
lon -
COL0205— 5.35 -2.80
DI - 22 -NO DATA
HCC-299 - 57 -1.60
HCT-116- 03 -2.00
HCT-15- 12 -4.00
HT29- 72 -3.80
KM12- 49 -1.90
KM20L2- .64 -NO DATA
SW-620- --5.49 (] -2.00
- S - S
SF-268- --4.57 -NO DATA
SF-295- --4.42 .20
SF-539- --4.72 -2.10
SNB-19- --4.33 -3.00
SNB-75- --4.67 -7.30
SNB-78- --4.87 -NO DATA
U251- --4.41 ] 40
XF498- --4.91 -NO DATA
- Melanoma - Melanoma -
LOXIMVI- --4.78 -3.70
MALME-3M- --5.18 -1.00
M14- - -2.50
MDA-MB-435- -NO DATA
M19-MEL - - -NO DATA
SK-MEL-2- --4.74 -1.80
SK-MEL-28- --4.76 -1.30
K-MEL-5- --4.72 -2.40
UACC-257- --4.91 -1.00
UACC-62- --4.85 -1.20
- rian - rian -
IGROV1- --4.36 -2.00
OVCAR-3- 17 -2.00
OVCAR-4- 80 -3.80
OVCAR-S- 67 -3.20
OVCAR-8- -3.80
NCI/ADR-RES‘ O DATA -NO DATA
SK-OV-3- (] -4.50
- Renal - R -
786-0- -5.10
A498- -12.70
ACHN- -8.30
CAKI-1- -7.00
RXF393- -5.90
RXF-631- ~N0 DATA
SN12C-
TK-10- - 11
Uo-31- =517 -NO DATA
- Prostate - Prostate
PC-3- -NO DATA L -3,50
DU-145- -NO DATA -6.00
- Breast - ast -
MCF7- -NO DATA -1.10
MDA-MB-231/ATCC- -NO DATA -8.50
HS578T- -NO DATA -3.
MDA-N- -NO DATA -NO DATA
BT-549- -NO DATA -5.
T-47D- -NO DATA -2.90
MDA-MB-468 - -NO DATA -NO DATA
- SUMMARY - SUMMARY -
mean- --4.88 -3.72
minDelta- --0.82 --3.72
maxDelta- -0.88 10.58
8888888888 8
S S5 S S 55 S S S S
-log(10) endpoint conc Expression Data
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COMPARE Analysis of TrxR to14b (NSC668844)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5668844 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 426305 CountExperiments:3

Correlation:-0.22
Jobld: 1113719844959210894

$668844 TXNRD1
-4M GI50 2d AVGDATA MT143
MOLTID_MT_SERIES
TXNRD1
MT143
MOLTID_MT_SERIES
mean/min/max/count mean/min/max/count
-4.98/-6.26/-4.18 / 60 3.72 / undefined / 14.30 / 59
- Small Cell Lung - Small Cell Lung -
DMS114- -NO DATA -NO DATA
DMS273- - NO DATA -NO DATA
- emia -
CCRF-CEM- -NO DATA
HL-60(TB)- -NO DATA
K-562- -NO DATA
RPMI8226- NG DATA
SR- - -NO DATA
IICe[ILung Non-Sm: ung -
A549/ATCC - -6.40
EKVX- -1.80
HOP-18- -NO DATA
HOP-62- -6.40
HOP-92- -5.10
NCI-H226 - -9.30
NCI-H23- -2.50
NCI-H322M- -240
NCI-H460- -7.00
NCI-H522- -7.40
LXFL529- -NO DATA
Cqlon lon -
COL0205— °i’ w 0
DI - -NO DATA
HCC-299 - 0
HCT-116- -2.00
HCT-15- -4.00
HT29- -3.80
KM12- -1.90
KM20L2- -NO DATA
SW-620- (] (] -2.00
- S S
SF-268- -NO DATA
SF-295- .20
SF-539- -2.10
SNB-19- -3.00
SNB-75- -7.30
SNB-78- -NO DATA
U251- ] ] 40
XF498- -NO DATA
- Melapoma Melanoma -
LOXIMVI- -3.70
MALME-3M- -1.00
M14- -2.50
MDA-MB-435- 0
M19-MEL - -NO DATA
SK-MEL-2- -1.80
SK-MEL-28- -1.30
K-MEL-5- -2.40
UACC-257- -1.00
UACC-62- -1.20
- Ovarian rian -
IGROV1- -2.00
OVCAR-3- -2.00
OVCAR-4- -3.80
OVCAR-S- -3.20
OVCAR-8- -3.80
NCI/ADR-RES‘ -NO DATA
SK-OV-3- -4.50
- R R -
786-0- -5.10
A498- -12.70
ACHN- -8.30
CAKI-1- -7.00
RXF393- -5.90
RXF-631- ~NO DATA
SN12C-
TK-10- - 11
Uo-31- -NO DATA
- Prostate Prostate
PC-3- L -3,50
DU-145- -6.00
- Br ast -
MCF7- -1.10
MDA-MB-231/ATCC- -8.50
HS578T- .30
MDA-N- -NO DATA
BT-549- -
T-47D-
MDA-MB-468 - -NO DATA
- SUMMARY SUMMARY
mean- -3.72
minDelta- --3.72
maxDelta- 10.58
8888888888 8
S S5 S S 55 S S S S
-log(10) endpoint conc Expression Data
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COMPARE Analysis of TrxR to Kalafungin (NSC137443)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:S137443 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 71608 CountExperiments:2

Correlation:-0.24
Jobld: 2893728923787660700

$137443 TXNRD1
-4M GI50 2d AVGDATA MT143
MOLTID_MT_SERIES
@ TXNRD1
900
Y MT143
o TXNRD1
MT143
MOLTID_MT_SERIES
mean/min/max/count mean/min/max/count
-7.03/-7.78/-5.87 / 60 3.72/ undefined / 14.30 / 59
- Small Cell Lung - Small Cell Lung -
DMS114- -NO DATA -NO DATA
DMS273- -NO DATA -NO DATA
- Leukemi - emia -
CCRF-CEM- . -NO DATA
HL-60(TB)- . -NO DATA
K-562- E -NO DATA
MOLT-4- E -NO DATA
RPMI-8226- § -NO DATA
SR- k -NO DATA
- Nop-! lICellLung Non-Sm: ung -
AB49/ATCC - -6.40
EKVX- -1.80
HOP-18- -NO DATA
HOP-62- -6.40
HOP-92- -5.10
NCI-H226 - -9.30
CI-H23- -2.50
NCI-H322M- -2.40
NCI-H460- -7.00
NCI-H522- .40
LXFL529- -NO DATA
C lon -
] ﬁ -2.80
-NO DATA
HCC-2998- -1.60
CT-116- -2.00
HCT-15- -4.00
HT29- 1 -3.80
KM12- --6.76 -1.90
KM20L2- -NO DATA -NO DATA
SW-620- ] --7.39 m -2.00
- S - s -
SF-268- --6.79 -NO DATA
SF-295- --6.02 -6.20
SF-539- --6.92 -2.10
SNB-19- --597 -3.00
SNB-75- --6.89 30
SNB-78- -NO DATA -NO DATA
U251- [ ] --6.7, ] -3.40
XF498- -NO DATA -NO DATA
- Melapoma - Melanoma -
LOXIMVI- - -3.70
MALME-3M- - -1.00
M14- - -2.50
MDA-MB-435- - -1.00
- -NOODATA

nal R -
-5.10
-12.70
-8.30
-7.00
-5.90
-NO DATA
14.30
-11.50
-NO DATA
Prostate Prostate -
-3.50
-6.00
Br ast -
-1.10
-850
-330
—NOODATA
T-47D- -2.90
MDA-MB-468 - I- -NO DATA
- SUMMARY SUMMARY -
mean- -3.72
minDelta- -3.72
maxDelta- 10.58
2888888888838
S & & & & & 8 & S & o
-log(10) endpoint conc Expression Data
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COMPARE Analysis of TrxR to Discorhabdin C (NSC626162)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5626162 Endpoint:GIS0 Expld:AVGDATA logHiConc:-4.0
1d: 421973 CountExperiments:5

Correlation:-0.37
Jobld: 3192043257499528905

$626162
-4M GI50 2d AVGDATA

Br
HY
OoH
mean/min/max/count
-6.85/-7.89/-5.63/68

TXNRD1
MT143
MOLTID_MT_SERIES

TXNRD1
MT143

TXNRD1
MT143
MOLTID MT SERIES

ean/min/max/co
3. 72 / undefined / 14. 30 I 59

- Small ung - Small Cell Lung -
DMS114- -NO DATA
DMS273- -NO DATA
- emia -
CCRF-CEM- -NO DATA
HL-GO(TB{ -NO DATA
K-562- -NO DATA
RPHI235 NG BATA
= NS BATA
lICellLung Non-Sm: ung -
A549/ATCC- -6.40
EKVX -1.80
HOP-18- -NO DATA
HOP-62- -6.40
OP-92- -5.10
NCI-H226- -9.30
CI-H23- -2.50
NCI-H322M- -2.40
NCI-H460- -7.00
NCI-H522- 0
LXFL529- -NO DATA
ﬁlon -
COL0205- 0
DLD-1- -NO DATA
HCC-2998- -1.60
HCT-116- -2
HCT-15- -4.00
HT29- -3.80
KM12-
KM20L2- -NO DATA
SW-620- [ | -2.
- S s R
SF-268- -NO DATA
SF-295- -6.20
SF-539- -2.10
SNB-19- -3.00
SNB-75- -7.30
SNB-78- -NO DATA
U251- ] 3.4
XF498- -NO DATA
- Melapgma Melanoma -
LOXIMVI- -3.70
MALME-3M- -1.00
M14- -2.50
MDA-MB-435- -
M19-MEL - -NO DATA
SK-MEL-2- -1.80
SK-MEL-28- -1.30
SK-MEL-5- -2.40
UACC-257- -1.00
UACC-62- -1.20
- Ovarian rian -
IGROV1- -2.00
OVCAR-3- -2.
OVCAR-4- -3.80
OVCAR-5- -3.20
OVCAR-8- -3.8
NCI/ADR-RES - -NO DATA
SK-0V-3 -4.50
- Repal R -
786-0- -5.10
A498- -12.70
ACHN- -8.30
CAKI-1- -7.00
RXF393- -5.90
RXF-631- -NO DATA
SN12C- 6.84 14.30
TK-10- .69 -11.50
UO-31- --6.51 -NO DATA
- Prostate - Prostate
PC-3- --8.51 350
DU-145- --6.0 -6.00
- Br - ast -
- --7.58 -1.10
MDA-MB-231/ATCC- --6.83 -8.50
578 --6.35 -3.30
DA-N- --6.99 -NO DATA
BT-549- --6.67 -5.80
T-47D- --7.08 -2.90
MDA-MB- 468- -NO DATA -NO DATA
SUMMARY SUMMARY =
mean- --6,85 -3.72
minDelta- --1.04 --3.72
maxDelta- -1.21 10.58
88888888888
S 8 92 &9 S a8 9 3 9o
-log(10) endpoint conc Expression Data
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COMPARE Analysis of TrxR to DPIQ (NSC753790)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:S$753790 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
Id: 373263 CountExperiments:2

Correlation:0.12
Jobld: 2313037008200469252

$753790 TXNRD1
-4M GI50 2d AVGDATA MT143
MOLTID_MT_SERIES
Q TXNRD1
j\J:r MT143
O TXNRD1
MT143
MOLTID MT. SERIES
mean/min/max/count ean/min/max/co
-5.24/-6.63/-4.16 /60 372/undefnedl1430/59

- Small Cell Lung - Small Cell Lung -
DMS114- -NO DATA -NO DATA
DMS273- -NO DATA -NO DATA
- emia - emia -
CCRF-CEM- -NO DATA
HL-GO(TB}- -NO DATA
K-562- -NO DATA
RPUIE236- NO BATA
: = NS BATA
- on-Sm IILung Non-Sm: ung -
A549/ATCC- -6.40
EKVX- -1.80
HOP-18- -NO DATA
HOP-62- -6.40
HOP-92- -5.10
NCI-H226- -9.30
NCI-H23- -2.50
NCI-H322M- -2.40
NCI-H460- -7.00
NCI-H522- 0
LXFL529- -NO DATA
" c lon -
COLO205- oﬂ ﬁ 0
DLD-1- -NO DATA
HCC-2998- -1.60
HCT-116- -2
HCT-15- -4.00
HT29- -3.80
KM12-
KM20L2- -NO DATA
SW-620- ] [ ] -2.
- S s R
SF-268- -NO DATA
SF-295- -6.20
SF-539- -2.10
SNB-19- -3.00
SNB-75- -7.30
SNB-78- -NO DATA
U251- | ] 3.4
XF498- -NO DATA
- Melay Melanoma -
LOXIMVI- -3.70
MALME-3M- -1.00
M14- -2.50
MDA-MB-435- -
M19-MEL - -NO DATA
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COMPARE Analysis of TrxR to 3a (NSC84167)

---SEED---
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COMPARE Analysis of TrxR to 4 (NSC94945)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
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COMPARE Analysis of TrxR to 19 (NSC409304)

---SEED---
Moltld:MT143 Genecard:TXNRD1 TargetSet:MOLTID_MT_SERIES
---TARGET---
NSC:5S409304 Endpoint:GIS0 Expld:AVGDATAlogHiConc:-4.0
1d: 251495 CountExperiments:1

Correlation:0.10
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