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Table S1. *H NMR Chemical Shift Assignments for 1, 1a, and 2-6 in CsDsN.?

position 1 la 2 3 4 5 6
leq 1.18m 1.30m 1.12m 1.15m 1.31m 1.12m 1.16 m
ax 151m 161m 148m 147m 1.67m 147m 146m
2eq 238m 196 m 2.36m 221m 252m 2.33m 232m
ax 1.88m 187m 187m 1.89m 1.95m 186m 187m
3 352dd (117, 4.4) 3.54 dd (11.6, 4.6) 3.45dd (11.6, 4.2) 3.44 dd (11.6, 4.3) 3.51dd (11.6, 4.4) 3.45dd (11.6, 4.2) 3.41dd (11.6, 4.4)
4 - - - - - - -
5 1.32dd (135,4.3) 136m 1.23dd (12.9, 4.0) 1.26dd (12.7,3.7) 1.26 dd (12.0, 4.6) 1.24dd (12.4,3.9) 1.25dd (12.3,3.8)
6a 158m 162m 154m 156 m 154m 157m 154m
p 078m 078 m 0.73m 0.70m 0.69 m 0.66 m 0.70m
7a 114m 117m 112m 112m 110m 110m 112m
B 138m 1.38m 136m 134m 1.39m 128m 135m
8 1.58dd (12.3, 4.0) 162m 1.58dd (12.6, 4.4) 1.58dd (12.7,3.7) 1.56 dd (12.9, 4.4) 1.54dd (12.5, 4.6) 158m
9 - - - - - - -
10 - - - - - - -
11a  235dd (14.5,55) 2.41dd (14.6,5.7) 2.33dd (15.3,5.7) 2.34dd (14,6, 5.5) 2.36 dd (14.9, 5.6) 2.32dd (14.9, 5.8) 2.34dd (14.9, 5.9)
B 1.86dd (145,9.3) 1.93 dd (14.6, 9.4) 1.87 dd (15.3, 9.3) 1.85 dd (14.6, 9.0) 1.85 dd (14.9, 9.4) 1.82dd (14.9, 9.4) 1.85dd (14.9, 9.1)
12 413dd (9.3,55) 4.16 dd (9.4, 5.7) 4.12dd (9.3,5.7) 413 dd (9.0, 5.5) 4,10 dd (9.4, 5.6) 4.11dd (9.4, 5.8) 4.12dd (9.1, 5.9)
13 - - - - - - -
14 - - - - - - -
150 221dd(13.0,8.1) 2.24dd (12.9, 8.0) 2.20dd (13.0,8.1) 2.21dd (12.9, 8.0) 2.21dd (12.8,8.0) 2.21dd (13.0, 8.0) 2.21dd (12.9,8.0)
B 182dd (13.0,45) 1.85 dd (12.9, 4.8) 181m 1.82dd (12.9, 5.2) 1.82dd (12.8, 4.5) 181m 1.82dd (12.9, 4.7)
16 4.82ddd (8.1,7.5,45) 4,84 ddd (8.0, 7.5, 4.8) 481m 4,82 ddd (8.0, 7.6,5.2) 4,83 ddd (8.0, 7.6, 4.5) 481m 4,82 ddd (8.0,7.6,4.7)
17 2.77dd (109, 7.5) 2.78 dd (10.9, 7.5) 2.76 dd (10.9, 7.6) 2.76 dd (10.8, 7.6) 2.77dd (10.9, 7.6) 2.76 dd (10.8, 7.7) 2.76 dd (10.9, 7.6)
18 140s 143s 138s 141s 1.39s 138s 140s
19a 048d(38) 0.54 d (4.0) 0.49d (3.6) 0.48d (3.8) 045d (3.9) 0.45d (3.5) 0.48d (3.9)
b 0.32d(3.8) 0.41d (4.0) 0.30d (3.6) 0.31d(3.8) 0.32d(3.9) 0.29d (3.5) 0.30d (3.9)
20 225m 227Tm 223m 226m 225m 2.24m 225m
21 1.39d(7.5) 1.41d(6.7) 1.38d (6.7) 1.39.d (6.8) 1.40d (6.7) 1384 (6.7) 1.39.d (6.9)
22a 238m 2.38m 236m 238m 239 m 2.37m 2.38m
b 15m 156 m 157m 155m 1.56 m 155m 156 m
23a 268m 270m 267m 2.68m 2.69m 2.68m 2.68m
b 268m 270 m 267m 268m 2.69m 2.68m 2.68m
24 - - - - - - -
25 2.57 septet (6.9) 2.56 septet (6.9) 2.57 septet (6.9) 2.57 septet (6.9) 2.57 septet (6.9) 2.57 septet (6.9) 2.57 septet (6.9)
26 1.00d(6.9) 1.01d (6.9) 1.00 d (6.9) 1.01d (6.9) 1.01d (6.9) 1.00d (6.9) 1.00 d (6.9)
27 1.03d(6.9) 1.03 d (6.9) 1.02d (6.9) 1.03d (6.9) 1.03d (6.9) 1.02d (6.9) 1.03 d (6.9)
28 1.33s 134s 133s 132s 1.30s 132s 132s
29 1365 123s 128s 134s 132s 143s 130s
30 1.10s 111s 1.25s 118s 1.08s 1.28s 1.16s
1 496d(7.8) 4.95d(7.2) 4.94d(7.6) 491d(7.7) 4.944d (7.0) 4.90d (7.5)
2 405dd(89,7.8) 4.30dd (9.3,7.2) 4.24.dd (9.0, 7.6) 4.00dd (9.2,7.7) 4.25dd (9.1,7.0) 4.22dd (9.1,7.5)
3 4.25dd (8.9, 8.9) 4.28dd (9.3, 9.3) 4.32 dd (9.0, 9.0) 4.20dd (9.2, 9.2) 4.23dd (9.1,9.1) 4.27dd (9.1, 9.1)
4 424dd(8.9,8.9) 4.15dd (9.3, 9.3) 417 dd (9.0, 9.0) 413dd (9.2, 9.2) 4.16dd (9.1, 9.1) 4.14dd (9.1, 9.1)
5 3.97ddd (89,53, 25) 3.92 ddd (9.3, 5.3, 2.3) 3.88 ddd (9.0, 4.8, 2.3) 412m 3.91ddd (9.1, 5.0, 2.2) 3.86 ddd (9.1, 5.5, 2.2)
6a 455dd(117,25) 453dd (11.7,2.3) 4.48dd (12.0,2.3) 486m 452dd (11.8,2.2) 450dd (11.7,2.2)
b 4.40dd(117,53) 4.35dd (117, 5.3) 4.35dd (12.0, 5.3) 434dd (111, 4.2) 4.35dd (11.8, 5.0) 4.34dd (117, 5.5)
1" 6.57 brs 5.39.d (7.6) 5.14d (7.8) 6.53brs 5.40d (7.6)
2 4.86brd (3.4) 4.14dd (9.1,7.6) 4.06 dd (8.8, 7.8) 504m 4.13dd (9.3, 7.6)
3 4.71dd (9.3, 3.4) 4.25dd (9.1, 9.1) 4.24.dd (8.8, 8.8) 4.89dd (9.5, 2.9) 4.21dd (9.3, 9.3)
4 4.35dd (9.3, 9.3) 4.34dd 9.1, 9.1) 4.25dd (8.8, 8.8) 453 dd (9.5, 9.5) 4.21dd (9.3, 9.3)
5" 4.83dq (9.3, 6.2) 3.94 ddd (9.1, 4.0, 3.6) 3.94 ddd (8.8, 5.1, 1.9) 4.81dq (9.5, 6.1) 3.85 ddd (9.3, 4.5, 2.5)
6"a 1.72d (6.2) 4.51dd (115, 3.6) 452dd (11.8, 1.9) 1.64d (6.1) 4.43dd (115, 2.5)
b 4.47 dd (11.5, 4.0) 4.38dd (11.8,5.1) 4.35dd (11.5, 4.5)
551d(7.9) 5.28d (7.9)
4.12dd (9.2, 7.9) 4.07 dd (9.3, 7.9)
4.28dd (9.2, 9.2) 4.25dd (9.3, 9.3)
430dd (9.2, 9.2) 4.19dd (9.3,9.3)
3.99 ddd (9.2, 4.6, 2.2) 4.03ddd (9.3, 5.8, 2.6)
448dd (117, 2.2) 4,54 dd (11.6, 2.6)
439dd (117, 4.6) 4.31dd (11.6, 5.8)

“Values in parentheses are coupling constants in Hz
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Table S2.  3C NMR Chemical Shift Assignments for 1, 1a, and 2-6 in CsDsN.

position 1 la 2 3 4 5 6
1 324 327 325 324 324 325 324
2 29.9 313 30.0 30.0 301 301 30.0
3 88.7 78.0 88.4 88.7 88.7 88.5 88.8
4 413 411 41.2 413 413 413 413
5 47.8 47.7 48.0 47.8 47.7 47.9 47.8
6 214 217 213 214 214 21.2 213
7 26.7 26.8 26.7 26.7 26.7 26.7 26.7
8 49.3 49.3 49.2 49.3 49.3 49.1 49.3
9 20.0 20.1 19.8 20.0 20.1 19.8 20.0
10 26.1 26.4 26.0 26.1 26.1 26.0 26.1
11 40.1 40.3 40.1 40.2 40.1 40.1 40.2
12 725 725 725 725 725 725 725
13 50.0 50.1 50.0 50.1 50.0 50.0 50.0
14 47.1 47.1 47.0 47.1 47.1 47.0 47.0
15 50.3 50.3 50.2 50.3 50.3 50.2 50.3
16 7.7 7.7 7.7 7.7 7.7 7.7 7.7
17 49.3 49.3 49.3 49.3 494 49.3 49.3
18 18.5 185 185 185 185 185 185
19 30.1 30.2 30.1 30.1 30.1 30.1 29.9
20 30.2 30.3 30.2 30.3 30.3 30.2 30.2
21 17.1 17.1 17.1 17.1 17.0 17.1 17.1
22 30.8 30.8 30.8 30.8 30.8 30.8 30.8
23 38.1 38.2 38.1 38.2 38.2 38.1 38.2
24 216.0 216.0 216.0 2159 216.0 216.0 216.0
25 40.7 40.7 40.7 40.7 40.7 40.7 40.7
26 18.4 184 184 184 184 184 184
27 18.4 184 184 184 184 184 184
28 221 221 221 221 221 22.0 221
29 25.8 26.2 25.6 25.8 25.7 25.8 25.7
30 15.5 14.9 15.6 154 15.1 15.8 154
1 106.8 105.2 104.9 106.8 105.3 104.7
2 75.8 7.7 83.5 75.6 76.9 82.8
3 78.7 79.9 784 78.6 79.7 784
4 71.8 721 71.6 7.7 721 715
5 78.2 78.1 78.0 77.1 78.1 77.9
6' 63.0 62.8 62.8 70.4 62.8 62.7
1" 101.7 106.1 105.5 101.3 105.2
2" 725 7.7 75.2 7.7 75.7
3" 725 78.0 78.4 83.3 88.0
4" 74.1 7.7 7.7 73.0 69.7
5" 69.6 78.2 78.4 69.5 77.9
6" 18.7 62.8 62.8 18.6 62.4
1™ 106.8 105.7
2" 75.9 75.7
3" 78.5 78.2
4" 713 71.6
5" 78.6 78.6
6" 62.4 62.5
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Table S3. Log Glsp Values of 1a against 39 Human Cancer Cell Lines.

type of cancer cell line log Glg,*”
Breast HBC-4 -5.50
BSY-1 -5.71
HBC-5 -5.54
MCF-7 -5.42
MDA-MB-231 -5.70
Central nervous system U251 -5.66
SF-268 -5.86
SF-295 -5.68
SF-539 -5.67
SNB-75 -5.42
SNB-78 -5.30
Colon HCC2998 -4.78
KM-12 -5.21
HT-29 -5.48
HCT-15 -5.46
HCT-116 -5.62
Lung NCI-H23 -5.51
HCI-H226 -5.56
NCI-H522 -5.54
NCI-H460 -5.65
A549 -5.57
DMS273 -5.68
DMS114 -5.75
Melanoma LOX-IMVI -5.81
Ovary OVCAR-3 -5.49
OVCAR-4 -5.62
OVCAR-5 -5.32
OVCAR-8 -5.81
SK-OV-3 -5.32
Kidney RXF-631L -5.75
ACHN -5.70
Stomach St-4 -5.56
MKN1 -5.59
MKN7 -5.72
MKN28 -5.69
MKN45 -4.19
MKN74 -5.66
Prostate DU-145 -5.68
PC-3 -4.83
MG-MID® -5.51
Delta’ 0.35
Range® 1.67

# Log concentrations for inhibition of cell growth at 50% relative to control

® The cell growth was determined according to the sulforhodamine B assay.

 Mean log Glg, value in all cell lines tested

4 Difference in the log Gls, value between the most sensitive cells and the MG-MID value
¢ Difference in the log Gls, value between the most and least sensitive cells
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Figure S1. 'H NMR (500 MHz; CsDsN) of 1.
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Figure S2. 3C NMR (125 MHz; CsDsN) of 1.
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Figure S3. 'H NMR (500 MHz; CsDsN) of 1a.
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Figure S4. *C NMR (125 MHz; CsDsN) of 1a.
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Figure S5. 'H NMR (500 MHz; CsDsN) of 2.

Figure S6. **C NMR (125 MHz; CsDsN) of 2.

S7



Figure S7. 'H NMR (500 MHz; CsDsN) of 3.

Figure S8. *C NMR (125 MHz; CsDsN) of 3.
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Figure S9. 'H NMR (500 MHz; CsDsN) of 4.
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Figure S10. **C NMR (125 MHz; CsDsN) of 4.

S9



Figure S11. 'H NMR (500 MHz; CsDsN) of 5.

Figure S12. *C NMR (125 MHz; CsDsN) of 5.
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Figure S13. 'H NMR (500 MHz; CsDsN) of 6.
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Figure S14. *C NMR (125 MHz; CsDsN) of 6.
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