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Developmental Therapeutics Program

NSC: D-781554/1

Conc: 1.00E-5 Molar

Test Date: Aug 04, 2014

One Dose Mean Graph S2 | Experiment ID: 14080530 Report Date: Aug 20, 2014
Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia
CCRF-CEM 94.86 Q_._\
HL-60(TB) 90.26 O O
K-562 66.31 N cl
MOLT-4 66.18 S-Me 0
RPMI-8226 75.60 \
SR 65.38 CN
Non-Small Cell Lung Cancer
AB49/ATCC 75.31 Me
EKVX 79.25
HOP-62 89.04 e
HOP-92 60.73
NCI-H226 82.40
NCI-H23 75.03
NCI-H322M 84.67
NCI-H460 87.84
Colon Cancer
COLO 205 75.79
HCC-2998 108.20
HCT-116 72.97
HCT-15 79.01
KM12 82.33
SW-620 90.48
CNS Cancer
SF-268 86.26
SF-295 72.36
SF-539 88.62
SNB-19 98.52
SNB-75 78.81
U251 88.48
Melanoma
LOX IMVI 79.99
MALME-3M 83.27
M14 83.77
MDA-MB-435 86.49
SK-MEL-28 96.56
UACC-257 101.24
UACC-62 70.74
Ovarian Cancer
IGROV1 68.60
OVCAR-3 90.50
OVCAR-4 74.80
OVCAR-5 105.21
OVCAR-8 92.22
NCI/ADR-RES 84.09
SK-OV-3 84.04
Renal Cancer
786-0 89.71
A498 73.79
ACHN 79.44
CAKI-1 67.79
RXF 393 81.07
SN12C 82.78
UO-31 60.39
Prostate Cancer
PC-3 59.63
DU-145 95.91
Breast Cancer
MCF7 67.91
MDA-MB-231/ATCC 74.33
HS 578T 87.31
BT-549 92.20
T-47D 58.35
MDA-MB-468 74.68
Mean 81.12
Delta 22.77 =
Range 49.85
150 100 50 0 -50 -100 -150




Developmental Therapeutics Program

One Dose Mean Graph

S3

NSC: D-781555/2

Conc: 1.00E-5 Molar

Test Date: Aug 25, 2014

Experiment ID: 14080S42

Report Date: Sep 11, 2014

Panel/Cell Line

Leukemia
CCRF-CEM 65.46
HL-60(TB) 81.58
K-562 51.95
MOLT-4 58.01
RPMI-8226 46.77
SR 47.53
Non-Small Cell Lung Cancer
AB49/ATCC 64.39
EKVX 54.52
HOP-92 46.21
NCI-H226 72.87
NCI-H23 80.51
NCI-H322M 101.57
NCI-H460 67.16
NCI-H522 74.52
Colon Cancer
HCC-2998 96.40
HCT-116 67.07
HCT-15 75.62
HT29 70.65
KM12 82.25
SW-620 87.31
CNS Cancer
SF-268 79.95
SF-295 69.87
SF-539 82.55
SNB-19 78.96
SNB-75 62.58
Melanoma
LOX IMVI 84.55
MALME-3M 96.67
M14 69.09
MDA-MB-435 88.26
SK-MEL-2 87.41
SK-MEL-28 96.94
SK-MEL-5 58.40
UACC-257 89.83
UACC-62 58.81
Ovarian Cancer
IGROV1 81.18
OVCAR-3 82.05
OVCAR-4 64.11
OVCAR-5 115.28
OVCAR-8 76.68
NCI/ADR-RES 64.87
SK-OV-3 85.26
Renal Cancer
786-0 77.60
A498 55.27
ACHN 76.19
CAKI-1 70.34
RXF 393 73.66
SN12C 78.86
TK-10 92.74
Uo-31 46.83
Prostate Cancer
PC-3 40.97
DU-145 90.42
Breast Cancer
MCF7 52.84
MDA-MB-231/ATCC 66.63
HS 578T 69.73
BT-549 76.57
T-47D 57.75
MDA-MB-468 61.02
Mean 72.86
Delta 31.89
Range 74.31

Growth Percent

Mean Growth Percent - Growth Percent

compound 3

150

100 50
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Copies of NMR spectra
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Copies of MS spectra
Compound 2
\, ) C:\WXcalibur\...\bo-ns6-2_140428123217 . 4/28/2014 12:32:17 PM Suostanzbezeichnung: Seling/NS6-2
Kommentar: gel. in MeOH, anges E p— o . MS-System: LTQ Orbitrap XL
ba-nsB-2_140428123217 #33 RT: 0.77 AV: 1 NL: 529E5
T: FTMS + p ESI Full ms [140.00-1000.00]
- . - i 512.15527
1005 Elemental composition search on“mass 512.16
4 m/z= 507.16-517.16
905 m/z Theo. Mass Delta Composition
1 (ppm)
85— 512.15527 512.15512 0.29 C26H26 010N
BOE 512.15512 0.30 C25H2005N8g
E 512.15496 0.61 CisH33011N4Cl S
75— 512.15560 -0.65 C22H2304NsC1l
?u: 512.15561 -0.66 C23H2909N2Cl
E 512.15579  -1.01 C3pH27ON3ClS
65— 512.15581 -1.05C19H2608N7 S 53413727
7 512.15581 ~1.06 C20H320138
g 512.15447 1.56 C1gH30012N38S
8 55— 512.15447 1.57 C17H2407N10 8
2 7]
=
X 50
2 3
T 457
a -
o 3
407
E 545.23792
357 ]
307 |
pu | I}
257 f 613.27557
3 468.25620 | 50724438
20| |
1 3 45424069 .‘\573.26947 627.25494
57 !
] 432.25867 | | /
10 | 658.23956
5 | |4ss32132 ' f il L
q 181.04279 24312012 Lot J‘ | bl ' .| 70927504
o uscomepa Jo L S e o] 1L WV Y 4 4 b T T
150 200 250 300 350 400 450 500 550 600 650 700
miz
|
Compound 3
[ \ . C:'WXealibun\...\bo-ns-26_140617105444 ‘- B/17/2014 10:54:45 AM !dstanzbezeichnung: SelingINS26
N ‘Kommentar: gel. in MeOH, anges MS-System: LTQ Orbitrap XL
bo-ns-26_140617105444 #25 RT: 0.44 AV: 1 NL: 5.40E5
T: FTMS + p ESI Full ms [150.00-700.00]
100~ 528.15076
95 ‘Elemental composition search o1™hass 528.15
o] 550.13232
3 m/z= 523.15-533.15 o
85— m/z Theo. Mass Delta Composition
; (ppm]
80~ 528.15076 528.15070 0.11 C3pHz702N3CL S
75
70—
65
° [
2 -
.‘é 55?
F 3
£ 50
2
T 457
Q b -
c ]
40—
353 ‘
304 | |
257 337.13693
315.15497
2 |
15—
104 218.11519 441.29721
413.26605
| 1ee1%a4 28205591 363.16876
5 ! | ‘ 256.00726 [ 28415 | | 48952887 566.10608
e HAT I R O Y O i 1 O I 3 O e v oo T
: ; { : : f g by T Tt
150 200 250 300 350 400 450 500 550 800 650 700
miz
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Compound 6
. Edatalbo-ns-001 ® 41102014 7-27:42 AM ‘om
E direktvardampfung/DIF/EL o
bons-O0 #34-47 RT: §.28-0.55 "AV S 5B 115 0.05-031 6.487157 NL 1.06E8

T+ ¢ Elms [ 44.57-768.88;
100+ 104.8
951

90
85+
80
75
70-

65--

557

60

Refative Abundance

457 1682

40

3655 1058

30
: - 89.3
257 :

20+ : 118.5
. Late

1324
1943 185,

S.518 652

195.9 306.9

2234

200
miz

60 120 140 160

i‘ Edatalbo-ns-001-ci . 41102014 810:32 AM

Dirglitverdampfung/DP/4000mt Mg{han

220 240 320 340 360

ro -

]
o

bo-ns 0016l #46-51 RT. 0 36-04% AV 8788 10 027037 048047 ML 4 4488
T+ ¢ G ms [ 59.98-700.01]

00
857
a5
85—

807

55
50—

457

Relative Abundance

40
35
a0

25}
20
15+

30

2884

2821

3176 3302

50 80 1090 120 140

340
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Compound 8:

A L
" C\Xcaliburt.. \bo-ns2-2_140519124853 5/20/2014 7:03:23 AM Qostanzbezeichnung Selig/NS2-2
Kommentar: gel. in MeOH, anges o MS-System: LTQ Orbitrap XL o -
bo-ns2-2_140519124653 #29 RT: 0.41 AV: 1 NL: 6.83E8
T: FTMS + ¢ ESI Full ms [150.00-390.00]
334.16241
100+
95

334.16241

3 213.07335

as

.54 CgHoyOsNe 8
=3.43 C1sH22 04Ny

X}

Relative Abundance

‘_338.16388

217.07539

] / || 35015695
- 165.06987 180.09334 198.04985 | 229.06813 24209973 279.09329  305.13586 317.13596 | 362.15787 389.29489
Bt S - | L o R aes T T JI T — 362,15787 "7
160 180 200 220 240 260 280 300 320 340 360 380

miz

Compound 10

Ei\daze\be-ns--g v %@ 51372014 7:33:52 AM ‘79
Direkiverdampfung/DIP/E

bo-ris-8 #45-66 RY. 0.35-0.47 AVZ 12 SB: 114 005030, 0.679,38 NL. 24567
T + ¢ El ms [44.96-750.03}

100 1e8.0

95
a6
85

80~
750
702
65

50~

85
503

45

Relative Abundance

40

258.0

> 1410
305

105.1
1110

323.9
322.0°
1689

1420

178'1_ 3924

300 350 400

160 200
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Eldata\bo-ns-9-ci et @ BM4/2014 G:03:10 AW .39
Birekiverdampfung/DIP/4000mE Mathal - -

bo-ns-8-ci#31-52 KT 0.26-043 AV 22 5B 16 015019 C.55-0.63 NL: 8.07E8

T4 ¢ Clms [ $9.96-698.86]

-
60— 1571
95
128.1

o 8071

o )

g o

5 557

g O

g -

2 50

T

= ;

F 45-

&

4 p

40 H
355 : 1584
: 1232
107 430.3
4 113.2 i
B! 5.3 364.4
TR 11802 1851 4 3504 2924 422 pspa
180 - 150 : 200 250 300 350 400 450 500
miz -
Compound 11
h\ Ci\Xcalibur\...\bo-ns-24_140624082954 - 6/25/2014 6:59:52 AM Substanzbezeichnung: Seling/NS 24
} Kommentar: gel. in MeOH, anges & . ms 'trsm‘.ﬁLTQ Orbitrap XL -
bo-ns-24_140624082954 #90 RT- 1.70 AV: 1 NL: 1.29E6
T: FTMS + p ESI Full ms [150.00-510.00]
100, 49413129
95—
3 Elemental composition search on zass 494.13
90 . 47214832
E| m/z= 489.13-499.13
857 m/z Theo. Mass Delta Composition
3 % (ppm}
804 *494.13129 494.13131 ~0.04 C2g Hz7 04 CL S
75 494.13158 -0.60 C29Hz60ONCLlNas$
| 494.13082 0.96 C30H18NeS
70° 494.13024 2.12 C29H2:NsClNa s ‘
o] 494.13265  -2.75 C20H23N4CLS | |
E 494.12975 3.11 C3pH210N3Na §

50 ] 494.12948 3.66 C29H2204N28 | |
I 494.13359  -4.66 Ca7H1702N7Na | i
g 55? 494.13360 -4.67 C2sHz307Na
é 50} 494.12841 5.83 Cz2sH19NgNa s
£ 7 ‘
T 45
i
o

40

35

304 !

25+ I

20

| 213.07294
154 |
10
7 185.00071 |
33912908
170.01790 229.06784 364.14563 | i
ol 208.07837 |\ 25806750 279.08283 317.13522 |, 380.08652 43003812 456 18469 |, Ll

160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
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