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Figure S1. Structures of some analogs of the isolated compounds.



Table S1. Comparison of chemical shifts of 1 and 2.

1
du dc on dc
1 183.8 184.1
2 142.4 142.4
3 7.63,s 117.1 7.61,s 117.2
4 186.5 186.5
5 7.05,s 108.7 7.02, s 108.8
6 163.8 164.0
7 118.1 118.3
8 165.1 165.2
9 108.2 131.1
10 132.2 132.4
11 171.4 172.3
12 134.8 131.1
13 1.91,d,J=1.3 13.5 1.88,s 13.3




14 2.11,s 8.0 2.09, s 8.2

15 169.9 170.0
16 129.4 129.4
17 6.48,d,J=11.1 138.7 6.50,d,J=10.8 139.1
18 6.82,dd,J=15.0,11.2 127.7 6.86,dd,J=14.9,12.4 127.8
19 6.03,dd, J=15.1, 8.0 145.7 6.07, m 146.4
20 2.44. m 422 247, m 42.5
21 3.76,d,J=9.8 75.9 3.83,m 75.8
22 1.94, m 35.0 1.96, m 36.5
23 3.65,dd,J=10.1,2.6 71.7 3.62,m 78.5
24 2.07. m 38.7 2.02, m 37.0
25 4.60,d,J=11.0 83.1 421, m 72.7
26 1.93, m 39.1 1.61, m 41.3
27 3.55,t,J=9.6 74.5 3.56, m 73.4
28 3.45,t,J=9.6 51.6 2.61,m 50.7
29 6.68,dd,J=9.6,1.2 137.1 6.78,d,J=10.1 142.4
30 2.09,s 20.5 2.08,s 20.7




31 1.01,d,J=6.8 16.9 1.02, s 17.2
32 1.10,d,J="17.0 11.6 1.00, s 11.2
33 0.89,d,J=6.9 9.3 0.98, s 10.9
34 1.08,d,J=16.5 13.1 0.96, s 12.8
34a 173.0 5.08,d,/=33 94.5

Biomolecules 2021, 11(7), 920; https://doi.org/10.3390/biom 11070920

2 drawn in different ways
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Figure S2. '"H NMR spectrum of 1.
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Spectrum from external wiff2 (sample 30) - 221209-80-3-rp3, +TOF MS (50 - 1000) from 1.020 to 1.192 min
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HRESIMS data of 1.
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Spectrum from external wifi2 (sample 16) - 221201-anh1, «TOF MS (50 - 1000) from 0.459 to 0.635 min
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Figure S18. HRESIMS data of 6.

25



Table S2. Comparison of chemical shifts of 7 and 8.

Saliniketal A (8) 7
No oc OH OH oc
1 175.1,qC 175.1
2 131.4,qC 131.4
3 134.1,CH 6.17,brd (11.1,1.2) 6.17,brd (11.1) 134.1
4 128.3, CH 6.60, dd (15.3, 11.1) 6.58,dd (15.2, 11.1) 128.3
5 142.0, CH 5.78,dd (15.3, 8.4) 5.78,dd (15.2,8.3) 142.1
6 42.3,CH 2.35,m (9.3, 8.4, 6.8) 2.34,m 42.3
7 75.8,CH 3.71,dd (9.3, 1.8) 3.73,dd (9.3, 1.3) 75.6
8 35.7,CH 1.88,m (7.4,4.9, 1.8) 1.89, m 36.3
9 78.2, CH 3.52,dd (8.3,4.9) 3.50,dd (7.9,4.6) 78.9
10 37.1,CH 1.84,brdq(8.3,7.2,1.4) .81, m 38.5

26




11 74.9, CH 3.97,brd (10.8, 1.4) 4.05, dd (10.2, 1.2) 83.5
12 35.2,CH 2.00,dqd (10.8,7.3,3.4) 2.00, m 44.1
13 81.6, CH 4.23,brdd (6.3,3.4) 3.46,1(8.4) 82.7
14a|  24.9,CH; 1.94, m 3.95,d (8.7, 3.5) 80.8
14b 1.90, m

15a|  35.1,CHa 2.05,m 2.75dd (15.6, 3.5) 48.5
15b 1.80, m 2.63 dd (15.6, 8.9)

16 106.4, qC 210.3
17 24.2,CH; 1.39,s 2.18,s 30.6
18|  20.9,CHs 1.94,d(1.2) 1.95,s 20.9
19 17.1, CHs 0.96,d (6.8) 0.95,d (6.9) 17.1
20 11.1, CHs 1.02,d(7.3) 0.98,d (7.0) 10.9
21 10.2, CH3 0.89,d(7.2) 0.95,d (6.9) 10.6

27
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12.8, CH3

0.76,d (7.3)

1.05, d (6.5)

14.2

J. Nat. Prod. 2007, 70, 1, 83—88

Structure of saliniketal A (8) drawn in different ways
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Figure S21. HSQC spectrum of 7.
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Figure S22. '"H-'H COSY spectrum of 7.
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Figure S23. HMBC spectrum of 7.
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Figure S24. Band selective HMBC of 7.
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Figure S27. Selective 1D NOESY spectrum of 7 (irradiated at H-13).
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Spectrum from external wiff2 (sample 1) - 22500-027-2ND-60-1-5-3, «TOF MS (50 - 1000) from 0.436 to 0.649 min
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Figure S29. HRESIMS data of 7.
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Figure S30. Comparison of ECD spectra of 7 and saliniketal A (8).
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ACHN

MDA-MB-231 HCT-15 PC-3 HUGC-3 NCI-H-23
1 1 1 1 1 1
ronc,{ug/ml)| Mean SD Mean sSD Mean SD Mean sD Mean 5D Mean sD
30| -13.46 864 -10,07 432 -11.13 802 -14,02 5,97 -19,57 6,64 -1290 530
10 26,00 226 31.39 433 2732 831 16,40 5.58 14,23 585 17.31 211
3| 78.78 ©6.67 79.19 3.07 23684 49 87.18 475 20.37  6.256 82,95 5.40
1 86,06 2,45 24,64 1.81 92,23 259 89,97 4.10 29,69 356 92,41 5,11
0.3] 97.49 1.54 93,76 3.48 96,08 8.91 95,96 B.73 92,55 9.68 97,80 4.00
GI50 5.6564 5.883 6.188 5.663 4,954 5.386
ACHN MDA-MB-231 HCT-15 PC-3 HUGC-3 NCI-H-23
(5] 5] 6 6 6 6
Conc. (ug/ml}] Mean sD Mean sD Mean sD Mean sD Mean sD Mean sD
30| 2955 5.88 34,66 0.97 22,09 5.38 32,68 5.93 29.32 3.65 22,47 578
10| 88,28 5.86 82,39 1.74 76.73 3.91 72,30 6.97 84,25 5.81 74.24 b 17
3| 96,37 1.06 86,81 2,02 284,79 455 86 B9 2.45 90,44 468 7779 6,95
1| 97.29 1.47 89,28 2,86 92,10 5.24 91,40 3.21 95,38 452 89,49 374
0.3] 99.42 1.20 92,83 4,13 9794 571 97,78 £.39 97,61 4,36 98,55 2.98
GI50 21.490 21.400 16.530 18,160 20.320 14.920
ACHN MDA-MB-231 HCT-15 PC-3 HUGC-3 NCI-H-23
7 7 7 7 7 7
sonc.{ug/ml}| Mean SD Mean 3D Mean 3D Mean SD Mean 3D Mean SD
30| 79.41 8,71 79.78 3.07 7288 | 297 74.47 4,08 88,30 7.14 77.86 9.12
10| 8399 229 8556 6.09 79.84 6,60 82,70 3.60 89,97 694 83,44 1.86
3| a8 b4 357 £89.28 3.22 86,79 549 88,82 3.01 92,02 | 836 87,30 4,02
11 9588 4,10 91.42 2.64 90,40 6,92 94 55 1.09 94,12 | 4,90 91.13 3.09
0.3| 98.47 1.70 9417 4,83 94 93 3.28 98,76 1.90 98,66 6,28 100.24  4.15
GI60 >30 >30 >30 >30 >30 >30
ACHN MDA-MB-231 HCT-15 PC-3 HUGC-3 NCI-H-23
8 8 8 8 8 8
sonc.{ug/ml}| Mean SD Mean 3D Mean 3D Mean 3D Mean 3D Mean 3D
30| 8026 6,78 79,05 5.44 8287 | 396 74,99 2,28 81,37 6,38 77,98 5.01
10| 26,73 5.41 8368 6,20 86,97 2,07 24,29 5.13 84,62 3,27 21,08 417
3| 88,73 4,08 87.41 5.25 8866  7.40 93,69 2,14 28,33 4,19 90,00 5.81
1] 91,81 3.69 9324 408 9393 | 479 9544 310 90,40 6,87 92,95 3.16
0.3] 9350 429 98.34 1.89 9823 460 97,18 7,22 9863 206 g5 22 3.67
GI&0 >30 >30 >30 >30 >30 >30
ACHN MDA-MB-231 HCT-15 PC-3 HUGC-3 NCI-H-23
Adriamycin Adriamycin Adriamycin Adriamycin Adriamycin Adriamycin
onc. (ug/ml)| Mean SD Mean SD Mean SD Mean SD Mean 3D Mean sSD
3| -13.13 4,26 -864 6,13 -9.68 3.03 -14,28 514 -11.86 347 -10,30 3,82
1| -484 8622 -495 | 359 -6,92 2.80 -5.69 5,05 -7.22 | 440 -5.08 7.60
0.3] 25568 5.44 19,22 3.95 18.41 4,90 19,63 5,72 10,89 4,93 16,13 5.48
0.1] 37,47 75 38,11 4,01 29,95 5.43 32,60 3.18 2642 81 3727 G
0.03| 93.78 762 91,89 1.94 91.36 5.00 90.91 3.33 9732 378 29,45 4.32
Gl50 0.091 0.086 0.074 0.078 0.074 0.082
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1 HL-60 Raji K562 RPMI-8402 NALM6 U266 WSU-DLCL2
(ug/ml)| MEAN SD [MEAN SD [MEAN SD |MEAN SD |MEAN SD |[MEAN SD |MEAN SD
30 08 0.1 05 0.1 2.1 02 | 04 01| 00 0.0 6.5 11 0.2 0.0
10 389 23 89 0.7 |304 26| 115 05| 75 33 (182 12 | 9.0 0.6
3 781 6.6 | 616 54 | 67.7 5.0 | 540 40| 498 45| 408 123|613 19
88.2 80 | 875 73 | 848 27 |86 42|85 25 (647 44 | 601 6.6
0.3 93.8 52 | 932 68 | 879 42 | 980 321038 44 | 761 47 | 621 73
1C50 6.66 3.59 4.80 3.18 2.86 1.76 1.58
6 HL-60 Raji K562 RPMI-8402 NALM6 U266 WSU-DLCL2
(pg/ml) [MEAN SD |MEAN SD |[MEAN SD |MEAN SD |MEAN SD |MEAN SD |MEAN SD
30 00 00| 00 00| 00 00 ( 00 0000 00| 00 00| 00 00
10 00 00|05 02340 64|00 00(00 00| 00 00|01 00
3 60.1 1.1 (1233 33 | 795 30 (221 27583 21| 238 52 (688 25
1 988 7.0 (127.7 22 | 941 38 | 759 57| 8.9 49 | 73.7 45 (917 24
0.3 1044 6.0 |109.5 5.9 | 957 3.6 | 928 36| 872 98 |8l1 96 | 86 24
1C50 3.27 8.23 6.51 1.67 3.25 1.57 3.69
7 HL-60 Raji K562 RPMI-8402 NALM6 U266 WSU-DLCL2
(pg/ml)| MEAN SD |MEAN SD |MEAN SD [MEAN SD |MEAN SD [MEAN SD [MEAN SD
30 60.3 6.0 |1799 198 | 8.8 3.0 | 47.7 55| 6.5 79 | 740 25 | 63.1 3.0
10 1019 5.9 (2496 15.2| 962 21 (9.1 32| 567 52 |9.0 38 |1146 3.9
3 102.2 4.7 (1910 5.6 | 974 2.7 |100.2 3.3 |104.1 4.8 [1009 5.9 |111.8 3.9
1 1024 35 |126.7 122 958 21| 952 43995 3.1 | 946 12 (980 0.7
0.3 973 38 | 914 64 | 942 22 |924 74|937 77 |96 91915 59
1C50 >30 >30 >30 28.70 11.00 >30 >30
8 HL-60 Raji K562 RPMI-8402 NALM6 U266 WSU-DLCL2
(pug/ml)| MEAN SD |[MEAN SD |MEAN SD |MEAN SD |MEAN SD |MEAN SD [MEAN SD
30 879 1.7 |1373 41 | 812 16|84 40| 8.6 6.6 | 872 13 (1206 28
10 948 5.6 [140.1 5.1 | 9.8 1.8|1023 641013 34 | 93.0 5.2 [1350 6.2
3 95.0 2.2 (1240 9.3 |101.6 3.7|109.5 281020 4.6 (101.2 6.7 (1179 1.8
1 97.2 2.1 |116.1 49 |105.0 2.8|105.0 7.3 |104.0 4.6 | 926 3.9 [1125 45
0.3 95.7 3.2 | 92.7 3.1 |102.3 2.2|1043 53|102.6 28 [ 944 49 |1048 159
1C50 >30 >30 >30 >30 >30 >30 >30
Adr. HL-60 Raji K562 RPMI-8402 NALM6 U266 WSU-DLCL2
(M) MEAN SD |MEAN SD [MEAN SD |MEAN SD |MEAN SD [MEAN SD | MEAN SD
1 43 03
0.3 73 05
0.1 19 02|02 01468 19| 07 0100 00| 96 07| 03 01
0.03 359 20| 24 07| 659 37| 82 14| 00 100|574 26| 45 04
0.01 778 48 | 328 13| 763 29 |714 41| 01 0.0 |91 32| 104 11
0.003 96.8 86 | 505 5.4 88.8 58| 435 34 (869 84 |427 41
0.001 95.7 88 | 629 5.3 1036 74| 801 29 | 8.9 23 [605 49
1C50 0.021 0.003 0.057 0.014 0.002 0.034 0.002
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RPMI-1788 | Doxorubicin | RPMI-1788 6 -
M) |MEAN SD | (ugml) |MEAN SD |MEAN _SD
03 08 01 30 00 00 | 04 00
0.1 68 06 10 02 00 |205 07
003 | 204 12 3 744 17 | 811 27
0.01 557 34 1 1019 54 |1090 28
0003 | 922 58 03 [1006 92 [1125 49
IC50 0.014 IC50 3366 5669
icsouM 49283 84738
1 1 6 6 7 7 8 8 Adr. Adr.
@M |ugmb)| @) | g | @M) | @gmd | @M | egmd | @M | gm)
ACHN 845 15654 | =30 | 2149 | =30 30 =30 30 0.168 0.001
MD%‘iVIB' 879 |88 =30 | 21400 | >30 > 30 >30 > 30 0.159 0.086
HCT-15 925 | 6188 | 242 | 16530 | =30 ~30 > 30 >30 0.137 0.074
PC-3 846 | 5663 | 2650 | 18.160 | >30 30 ~30 ~30 0.144 0.078
NUGC-3 741 |4954| 2075 | 20320 | >30 ~30 > 30 >30 0.136 0.074
NCI-H23 805 | 5386 | 2184 | 14920 | >30 ~30 =30 ~30 0.151 0.082
HL-60 9.96 666 | 479 | 327 | >30 > 30 > 30 ~30 0.021 0.011
Raji 537 359 | 1205 | 823 | >30 30 ~30 30 0.003 0.002
K562 717 480 | 953 | 651 | >30 30 ~30 30 0.057 0.031
RPMI8402 | 4.75 318 | 245 167 | >30 2870 | =30 > 30 0.014 0.008
NALM6 428 286 | 476 | 325 | 2676 | 1100 | >30 > 30 0.002 0.001
U266 2.63 176 | 230 | 157 | =30 30 ~30 30 0.034 0.018
WSU-DLCL2|  2.36 158 | 540 | 369 | =30 ~30 > 30 > 30 0.002 0.001
RPMI-1788 | 847 567 | 493 | 337 nt nt nt nt 0.014 0.008
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Figure S31. Results of cytotoxicity test and dose-response curves for compounds 1 and 6-8.
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