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Table S1. NCI numbers of compouds selected for screening

Compound NCI Number
2a NSC D-789593/1
2c NSC D-789587/1
2d NSC 741984/1
2e NSC 741996/1
2f NSC 742002/1
2h NSC 741966/1
2i NSC 741973/1
2j NSC 741974/1
2k NSC 741975/1
21 NSC 741962/1
3 NSC 741968/1
5e NSC D-789611/1

5f NSC D-789595/1



Table S2. Influence of compounds 2h and 2i on the growth of tumor

panels
, Glso, uM SI (Glso) TGL, uM SI (TGI) LCs, uM SI (LC=0)
Panel Cell lines 4h 4 4h 4 4h 4 4h 4 4h 4 4h 4
Leukemia CCRF-CEM 1.35 2.88 2.62 3.81 3.16 9.99 4.08 2.82 7.58 >100 490 -
HL-60 (TB) 2.69 12.30 1.32 0.89 9.54 41.68 1.35 0.68 37.11 >100 1.00 -
K-562 2.51 18.19 1.41 0.60 14.45 >100 0.92 - 48.97 >100 0.76 -
MOLT-4 1.90 18.19 1.86 0.60 5.01 52.48 2.57 0.54 22.90 >100 1.62 -
RPMI-8226 1.69 5.37 2.09 2.04 4.89 25.70 2.63 1.09 26.91 95.49 1.38 0.66
SR 1.38 10.96 2.56 1.00 4.07 79.43 3.16 0.35 17.37 >100 2.13 -
MG_MID 1.92 11.32 1.84 0.97 6.85 51.55 1.88 0.55 26.81 99.25 1.39 0.64
Non- A549/ATCC 15.48 19.49 0.23 0.56 30.90 39.81 0.42 0.71 60.25 79.43 0.62 0.79
Small Cell EKVX 2.51 12.88 1.41 0.85 9.99 25.70 1.29 1.09 31.62 50.11 1.17 1.26
CI:':;‘EI' HOP-62 4.67 13.18 0.76 0.83 16.59 2691 0.78 1.05 42.65 53.70 0.87 1.17
HOP-92 229 1023 155 107 1174 2951 109 095 3467 8317 107 076
NCI-H226 309 1698 115 065 1737 3311 074 085 4466 6760 083 093
NCI-H322M 1318 1513 027 072 2570 2884 050 097 5128 5370 072 117
NCI-H460 1148 1348 031 081 2344 2754 055 102 4897 5623 076 112
NCL-H522 316 1174 112 093 999 2884 129 097 3801 7244 098 087
MG_MID 6.98 14.13 0.51 0.78 18.22 30.03 0.71 0.94 44.01 64.55 0.84 0.97
Colon COLO205 758 1479 047 074 1995 3162 065 089 4466 6760 083 093
cancer HCC2998 707 1659 050 066 1862 3311 069 085 4365 6606 085 096
HCT-116 758 955 047 115 2089 2344 062 120 4570 5495 081 115
HCT-15 933 1380 038 079 2137 2754 060 102 4570 5495 081 115
HT29 467 1202 076 091 1513 2454 085 115 3890 4897 095 129
KM12 245 10.23 1.44 1.07 10.96 23.98 1.18 1.17 33.11 54.95 1.12 1.15
SW-620 426 999 08 110 1479 2137 087 132 3801 4677 097 135
MG_MID 6.13 12.42 0.58 0.88 17.39 26.51 0.74 1.06 41.39 56.32 0.90 1.12
CNS SF-268 239 602 148 182 1047 2884 123 097 3715 100 100 -
Cancer SF-295 186 1047 190 105 524 2344 246 120 1862 5128 199 123
SF-539 177 1258 200 087 446 2511 288 112 1259 5011 295 126
SNB-19 3.80 10.23 0.93 1.07 14.45 23.44 0.89 1.20 38.01 52.48 0.97 1.20
SNB-75 3.38 13.18 1.04 0.83 15.48 44.66 0.83 0.63 87.09 >100 0.43 -
U251 4.07 6.60 0.87 1.66 14.45 19.05 0.89 1.48 38.01 43.65 0.97 1.45
MG_MID 2.87 9.85 1.23 1.11 10.76 27.42 1.19 1.03 38.58 66.25 0.96 0.95
Melanoma LOX IMVI 2.63 5.62 1.35 1.95 11.22 18.19 1.15 1.55 33.11 42.65 1.12 1.48
MALME-3M 7.94 14.79 0.45 0.74 20.89 28.18 0.62 1.00 45.70 53.70 0.81 1.17
M14 8.31 12.58 0.43 0.87 20.89 27.54 0.62 1.02 45.70 58.88 0.81 1.07
SK-MEL-2 3.98 14.45 0.89 0.75 13.80 33.11 0.93 0.85 38.90 77.62 0.95 0.81
SK-MEL-28 6.16 12.02 0.57 091 20.41 23.98 0.63 1.18 51.28 4897 0.72 1.29
SK-MEL-5 3.23 10.47 1.09 1.05 14.79 21.87 0.87 1.29 38.01 46.77 0.97 1.35
UACC-257 3.38 10.47 1.05 1.05 15.13 25.70 0.85 1.09 38.90 63.09 0.95 1.00
UACC-62 2.69 13.80 1.32 0.79 14.79 26.30 0.87 1.07 38.01 51.28 0.97 1.23
MG_MID 4.79 11.77 0.74 0.93 16.49 25.61 0.78 1.10 41.20 55.37 0.90 1.14
Ovarian IGROV1 - 6.60 - 1.66 - 20.89 - 1.35 - 51.28 - 1.23
Cancer OVCAR-3 2.18 13.80 1.62 0.79 5.62 27.54 2.29 1.02 19.49 54.95 1.90 1.15
OVCAR4 8.91 12.88 0.40 0.85 30.90 38.90 0.42 0.72 97.72 >100 0.38 -
OVCAR-5 11.22 15.48 0.32 0.71 23.44 30.19 0.55 0.93 47.86 58.88 0.77 1.07
OVCAR-8 316 1348 112 081 1288 338 100 08 4168 8511 089 074
SK-OV-3 1548 1995 029 055 2884 3548 045 079 5370 6165 069  1.02
MG_MID 8.05 13.69 0.44 0.80 20.34 31.15 0.63 0.90 52.09 68.65 0.71 0.92
Renal 786-0 416 1122 085 098 1584 2398 081 117 3981 5128 093 123
Cancer A498 1047 1737 034 063 2238 3162 058 089 4677 5623 079 1.12
ACHN 1258 1548 028 071 2511 2884 051 097 5011 5370 074 117
CAKI-1 239 1047 148 105 812 2398 158 117 2884 5495 128 115
RXF 393 190 575 186 191 851 2137 151 131 3630 588 102 107
TK-10 758 1621 047 067 2041 2951 063 095 3548 5128 105 123
U0-31 229 1513 155 072 1737 2951 074 095 4466 5495 083 115
SN12C 162 1258 218 087 1288 2511 100 112 4168 588 089 107
MG_MID 5.37 13.02 0.66 0.84 16.40 27.13 0.78 1.03 40.46 55.02 0.92 1.15
Prostate PC-3 380 1122 093 098 1621 3801 079 074 4570 >100 081 ;
Cancer DU-145 154 398 230 275 446 1621 289 174 1584 3630 234 174
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Figure S1. NOESY spectrum of 5c.
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Figure S2. Part of molecular packing in the crystal 5¢, showing (a) molecules linked by N8-HS...012!
and C11-H11a...N3i hydrogen bonds into layers and (b) the hydrogen bonded layers parallel to the (-
102).
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Figure S3. v - m Interactions between thiazolo[3,2-b][1,2,4]triazol-6(5H)-one systems. The molecules
are shown in two orthogonal projections. Hydrogen atoms have been omitted for clarity.
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Figure S5. 3C NMR spectrum 2a
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Figure S6. 'H NMR spectrum 2c.
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Figure S57. 3C NMR spectrum 2c
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Figure 59. 3C NMR spectrum 2d
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Figure 510. 'TH NMR spectrum 2g
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Figure S11. ¥C NMR spectrum 2g
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Figure 526. HMBC spectrum 5b
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Figure S37. 13C NMR spectrum 5d
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Figure 547. 13C NMR spectrum 6b
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Figure 549. BC NMR spectrum 6¢
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