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Figure S1. '"H NMR spectra of compound 3a
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Figure S2. 'H NMR spectra of compound 3b
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Figure S4. '"H NMR spectra of compound 3d
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Figure S6. '"H NMR spectra of compound 3£
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Figure S7. '"H NMR spectra of compound 3g
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Figure S9. '"H NMR spectra of compound 3i




S2. 3C NMR spectra of compounds 3a - 3i
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Figure S11. *C NMR spectra of compound 3b
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Figure S13. *C NMR spectra of compound 3d
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[ b
e & == e e w ~ .
o2 & 5 ] g = B &
mw © e e o = - =
29 2 0 ueg 23 S E S
%z = B Bed L - Z S 2
[o]
3g
w—
S
Br
Ll J
T I I T I T I T I I T I I I
PPM 180 160 140 100 80 60 40 20 ]
file: ...\Desktop\widma\widma NMR\24841\fid expt: <zgpg30> freq. of 0 ppm: 100.61276% MHz
transmitter freq.: 100.623836 MHz processed size: 16384 complex peints
time domain size: 65654 points LB: 1.000 GF: 0.0000
width: 25252.53 Hz = 250.9597 ppm = 0.384630 Hz/pt Hz/cm: 742.008 ppm/cm: 7.37409
number of scans: 2488
.
Figure S16. °*C NMR spectra of compound 3g
SpinWorks 4: 8.1 Szymon
R. Studzinska CM UMK
[P
ER- d§F 2 B FEEE REUED B
4 = uoe = Yzoin mssin =
= o NEE o & ¥2dke &30S8 &
(o]
N
3h /
mw—
S
L J
I I T I T I I T I T I ! I ! I I I
PPM 220 200 180 160 140 120 100 80 60 40 20 0




SpinWorks 4: 9.1 Szymon

R. Studzinska CM UMK
E 3 33 g3 pyus Ey g 2
3 ¥ £ss N BEED 23 3 g
g z S = geiE N 2 g
] g WP
o
. N
3i /
m—
S
, | . I
T T T T ' | ' T T T ' | T T | T
PPM 180 160 140 120 100 80 60 40 20 0

file: ...\Desktop\widma\widma NMR\24838\fid expt: <zgpg30>
transmitter freq.: 100.623836 MHz

time domain size: 63654 points

width: 25252.52 Hz = 250.9557 ppm = 0.284630 Hz/pt

number of scans: 1643

freq. of 0 ppm: 100.61276% MKz
processed size: 16384 complex points
LB: 1.000 GF: 0.0000

Hz/cm: 822.204 ppm/cm: B.18100

Figure S18. *C NMR spectra of compound 3i

S3. HRMS spectra of compounds 3a — 3i
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Figure S19. Mass spectrum of compound 3a
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Figure 520. HRMS spectra of compound 3b
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Figure S21. HRMS spectra of compound 3¢
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Figure 523. HRMS spectra of compound 3e
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Figure S24. HRMS spectra of compound 3£
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Figure S25. HRMS spectra of compound 3g
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Figure S27. HRMS spectra of compound 3i



S4. Cell metabolic activity changes in normal and cancer cell lines treated with compounds 3a

— 3i (numerical data to Fig.4 of manuscript)

Compound 3a

Cell line

Concentration SK-MEL- MDA-MB-

[uM] BJ Caco-2 PANC-1 U118-MG 30 931
C 100.0 | £7.5 | 100.0 | +£9.8 | 100.0 | #11.7 | 100.0 | £10.1 | 100.0 | £7.3 | 100.0 | +7.0
10 959 | +15.0 | 86.2 | +4.8 | 99.7 | £14.5| 1108 | +4.2 | 103.6 | +4.6 | 104.8 | £12.2
20 98.4 | £10.8 | 92.8 | +6.7 | 103.5 | +7.2 | 108.9 | £3.5 102 | +3.8 | 106.7 | £7.5
50 102.4 | £5.2 | 82.6 | £9.2 | 105.8 | +6.8 113 +6.0 | 101.7 | £3.9 | 103 +4.2
100 1115 | £3.0 | 816 | 6.6 | 107.1 | 8.7 | 109.9 | +4.5 | 106.2 | £3.7 | 105 | £10.6
200 109.2 | +45 | 76.9 | 6.7 | 109.7 | +8.1 | 1105 | +4.9 | 102.7 | £3.1 | 104.4 | £11.9
300 109.2 | +86 | 755 | +8.8 | 1056 | £7.0 | 109.8 | +6.5 | 100.8 | +1.7 | 93.6 | +9.8
500 1104 | £15.3 | 66.8 | +55 | 1041 | +59 | 1048 | +9.0 | 976 | +1.6 | 89.8 | £11.9

Compound 3b
Cell line

Conclirl‘\tlr]aﬁon BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 | MDA-MB-231
C 100.0 | +4.0 | 100.0 | £9.4 | 100.0 | £16.0 | 100.0 | £9.1 | 100.0 | +8.7 | 100.0 | +4.0
10 97.9 +2.5 87.9 | £3.9 | 102.7 | £13.5 | 110.0 | +5.6 | 93.7 | £15.6 | 975 +9.2
20 985 | +4.2 | 87.3 | +4.8 | 102.2 | £10.9 | 107.2 | +45 | 99.0 | £13.8 | 97.8 | +8.7
50 102.1 | +3.1 | 844 | +3.6 | 107.1 | +7.3 | 110.7 | £6.4 | 97.4 | £10.9 | 945 | 5.2
100 108.1 | +5.1 | 79.8 | +4.1 | 111.7 | +6.7 | 112.9 | +44 | 1054 | +2.4 | 953 | +4.1
200 1105 | +5.4 77.0 | £5.0 | 113.3 | £14.1 | 113.3 | +6.8 | 1009 | +3.1 86.5 +2.8
300 111.8 | +8.7 73.2 | £4.7 | 109.7 | £10.3 | 1125 | +6.0 | 98.4 +2.8 75.3 +3.0
500 1108 | +11,3 | 66,1 | +4,2 | 105,1 | 11,3 | 106,6 | +7,1 93,8 +6,4 57,4 | £16,5




Compound 3c

Cell line
Conclirl‘\t;]atio” BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDg—i\/IB-
c 100.0 | £7.3 | 1000 | £9.1 | 100.0 | £12.3 | 100.0 | 11.3 | 100.0 | 4.7 | 100.0 | 5.7
10 982 | +4.9 | 881 | +52 | 107.8 | +7.8 | 1111 | +4.0 | 1006 | +4.6 | 101.0 | +4.1
20 997 | =67 | 86.6 | +3.9 | 1056 | +5.4 | 110.2 | +3.3 | 1020 | =4.8 | 1023 | +3.4
50 1021 | 6.2 | 876 | =44 | 1115 | 291 | 1102 | +3.4 | 1008 | 4.1 | 99.1 | +4.0
100 107.6 | +3.4 | 820 | £5.2 | 1143 | +80 | 1139 | +3.1 | 101.0 | £3.2 | 97.4 | +2.1
200 1125 | 99 | 861 | =60 | 1159 | =55 | 1127 | +35 | 959 | +53 | 884 | +3.0
300 1112 | +53 | 831 | 4.8 | 1150 | £96 | 1115 | +6.1 | 750 | 9.8 | 759 | 3.1
500 1150 | +96 | 685 | +3.1 | 1221 | +10.1 | 111.8 | 148 | 455 | 142 | 550 | +5.2
Compound 3d
Cell line
Conclilr;;]aﬁon BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDgll\AB-
c 100.0 | +9.3 | 1000 | +8.7 | 100.0 | +9.3 | 1000 | 9.0 | 100.0 | +6.9 | 1000 | 4.1
10 100.1 | =115 | 888 | +69 | 107.3 | £13.6 | 1180 | 57| 97.2| +3.6| 928 | %61
20 1055 | +55| 828 +3.2| 1034 | £10.0 | 1111 | =57 | 97.1| =1.7| 912 | +63
50 1087 | +9.0| 908 | +55| 1054 | +9.2 | 1143 | +50| 97.7| 26| 955| +2.3
100 1100 | 36| 831 | +3.1| 1160 | 9.7 | 111.9 | +4.4 | 1015 | =28 | 944 | 2.4
200 1160 | +47 | 848 | +41| 1129 | 52| 1137 | +39| 923 | +42| 866 +1.9
300 1181 | +53| 853 | +3.8| 1188 | <101 | 1151 | +1.9| 782| 21| 818 +17
500 117.6 | £14.6 | 701 | +4.6 | 117.8 | =180 | 1200 | +46| 594 | +66| 57.6| +3.0




Compound 3e

Cell line
Conclirl‘\t;]atio” BJ Caco-2 PANC-1 UL18-MG | SK-MEL-30 MDgll\/I B-
c 100.0 | +12.1 | 100.0 | £13.1 | 100.0 | £12.1 | 100.0 | £10.3 | 1000 | 3.5 | 100.0 | =4.0
10 107.2 | +105| 99.9| =46 | 1100 | +45| 1101 | 27| 1005 | +7.3| 963 | =15
20 100.2 | +85| 865| +2.8| 1009| 85| 1095| =4.0| 1003 | +3.5| 1001 | =2.4
50 1115 | 87| 867 | +3.0| 100.7 | +4.3| 1156 | =3.8| 1030 | =27 | 1031 | =25
100 1140 | 65| 834 | +3.7| 1117 | +6.4| 111.0| =52 | 1060 | +3.3| 957 | =45
200 1173 | =64 | 802| +29| 1205 | +69| 1117 | 65| 1063 | <1.7| 937 | =28
300 1188 | =61 | 756| +26| 1222 | +86| 1087 | 8.8 | 1041 | +2.8| 90.6 | =25
500 1082 | <112 | 641| +2.6| 127.1 | £16.2 | 1065 | =12.1 | 1039 | +2.9| 852 | +3.7
Compound 3f
Cell line
CO”C[E\Z&“O” BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDZAQAB-

c 1000 | +6.9 | 1000 | £7.5 | 100.0 | +14.3 | 100.0 | +11.3 | 1000 | 55| 1000 | =4.4
10 106.6 | =11.8 | 91.3| +58 | 1102 | +55| 1158 | +7.1| 961 | +49| 962 | +2.6
20 1023 | +140 | 904 | 26| 1023 | =9.7| 1140 | +88| 982 | 63| 1005| 1.5
50 1025 | +47| 937| 48| 117.2| +104 | 1143 | 67| 99.7| +3.7| 953 | +4.7
100 1056 | +60| 87.4| +3.7| 1167 | +13.8 | 1152 | 72| 1002 | 32| 959| +2.9
200 1050 | +56| 89.7| 29| 1366 | 125 | 1101 | 49| 938 | =52| 87.8| 2.7
300 1056 | +2.6| 87.1| +3.4| 1410 | +136 | 1059 | 24| 732| +7.0| 79.1| 3.2
500 96.8 | +10.4 | 752 | +2.0| 141.0 | =139 | 86.8| =71| 50.0| +22| 782 %52




Compound 3g

Cell line
Conclirl‘\t;]atio” BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDgll\/l B-
c 100.0 | £9.5 | 100.0 | +10.4 | 100.0 | £11.9 | 100.0 | +13.2 | 100.0 | 45| 100.0 | =4.2
10 907 | +63| 91.9| =39 1156 | £10.7 | 1144 | =122 | 954 | +145| 929 | 2.4
20 978 | +5.4| 888| +35| 121.7 | £20.6 | 109.8 | 95| 975 | £10.0| 936 | 2.7
50 90.8 | +36| 87.3| +38/| 1449 | +41.3 | 1049 | +6.6| 983 | £12.8| 846 | 5.2
100 88.1| +5.1| 80.7| =43 139.2| 487 | 1035 | 22| 931 | +188| 820 1.4
200 842 | 98| 563| 68| 941 | +248| 873 | 52| 715| 97| 614 +2.2
300 573 | +55| 301| +57| 57.9| 66| 406 | +7.1| 207 | 20| 439| 0.4
500 554 | 79| 309| 72| 57.2| +71| 323| 22| 252| 22| 380 15
Compound 3h
Cell line
CO”C[E\Z&“O” BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDgll\/l B-
c 100.0 | +7.6 | 100.0 | £9.6 | 100.0 | 8.0 | 100.0 | +10.1 | 1000 | 6.6 | 100.0 | =5.2
10 1082 | +9.4| 963 | +4.1| 1016 | +86| 111.1| =70| 961 | +11.4| 916 | =45
20 1063 | +85| 942| +55| 960 | +68| 111.3| +7.7| 1004 | =98| 927 | =46
50 111.0 | 40| 99.9| +33| 1051 | +6.0| 1163 | 55| 1021 | =116 | 92.1| =31
100 1180 | <102 | 96.2| +4.0 | 1086 | +8.3| 1162 | +45| 1050 | =115 | 935| =35
200 121.9 | <125 | 956 | +49| 1166 | +86| 121.3 | +23| 1001 | 95| 77.0| =45
300 1151 | +20.8 | 826 | +4.8 | 1270 | 126 | 121.1| =59 | 106.1 | =6.6| 64.6| =4.1
500 790 | +356 | 655 | 48| 984 | =214 | 999 | 109 | 808 | +108| 456| +2.4




Compound 3i

Cell line
Conﬁrl‘\t;]ation BJ Caco-2 PANC-1 U118-MG | SK-MEL-30 MDgll\/I B-

c 100.0 | +9.9 | 1000 | 8.9 | 1000 | +7.7 | 1000 | 9.0 | 100.0 | +3.9 | 1000 | +4.2
10 1024 | +78| 922 | 47| 954 | 80| 107.1| 36| 881|127 | 872| +26
20 1037 | 90| 912| 40| 933| 68| 1081 | =3.7| 940| 76| 9L2| =14
50 1047 | +81| 929| 54| 973 | 67| 1109 | 45| 97.3| 65| 896 | +1.6
100 1108 | +7.2| 825| 30| 914 | £12.1| 1086 | =44 | 99.0| +36| 851 +33
200 1157 | +53| 775| 31| 91.2 | 260 | 1125 | 28| 1007 | +43| 725| 9.1
300 121.0 | +3.9| 69.8| 53| 79.7 | £26.9 | 100.4 | 37| 1020 | +43| 693 | 4.7
500 1154 | 57| 615| +2.4| 666 | +23.7 | 1075 | +3.7| 1031 | =48 | 587 | 46






