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Table S1
The most influential molecular descriptors based on VIP values derived from OPLS models

Molecular descriptor vIP
value
HCT-116
FO8[C-O] 2.04000
RBF 2.00536
CATS2D 07 _DL 1.96385
B0O9[C-O] 1.96385
FO9[C-O] 1.96385
RBN 1.91183
NRS 1.91183
CATS2D 06 _DL 1.91183
FO3[C-N] 1.89564
CATS2D 08 _AL 1.76264
RFD 1.73683
RCI 1.73683
Rbrid 1.73397
NNRS 1.73397
C-028 1.63053
Hela
CATS2D _07_DL 2.35529
BO9[C-O] 2.35529
FO9[C-O] 2.35529
FO8[C-O] 2.17873
CATS2D _08_AL 2.01828
BO8[C-S] 1.88821
RBN 1.75819
NRS 1.75819
CATS2D 06 _DL 1.75819
MCF-7
noO 2.30514
0-060 2.30514
T(0..0) 2.30514
BO1[C-O] 2.30514
B04[O-S] 2.30514
BO5[0O-0] 2.30514
BO9[N-O] 2.30514
B10[C-O] 2.30514
FO4[0O-S] 2.30514
FO5[0-0] 2.30514
FO9[N-O] 2.30514
F10[C-O] 2.30514

BO3[N-O] 2.28874




Table S2
Values of descriptors characterized by high VIP values for OPLS model for HCT-116 cell
line. Table is sorted with descending activity towards HCT-116.
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Table S3

Values of descriptors characterized by high VIP values for OPLS model for HeLa cell line.
Table is sorted with descending activity towards Hela.
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Table S4
Values of descriptors characterized by high VIP values for OPLS model for MCF-7 cell line.

Table is sorted with descending activity towards MCF-7.
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Spectrum 1. *H NMR of compd 3 (500 MHz, DMSO-dg).
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Spectrum 2. 3C NMR of compd 3 (125 MHz, DMSO-ds).
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Spectrum 3. *H NMR of compd 4 (500 MHz, DMSO-dg).
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Spectrum 4. 3C NMR of compd 4 (125 MHz, DMSO-ds).
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Spectrum 5. *H NMR of compd 5 (500 MHz, DMSO-dg).
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Spectrum 6. 3C NMR of compd 5 (125 MHz, DMSO-ds).
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Spectrum 7. *H NMR of compd 8 (500 MHz, DMSO-dg).
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Spectrum 8. 3C NMR of compd 8 (125 MHz, DMSO-ds).
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Spectrum 9. *H NMR of compd 16 (500 MHz, DMSO-ds).
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Spectrum 10. 3C NMR of compd 16 (125 MHz, DMSO-ds).
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Spectrum 11. *H NMR of compd 19 (500 MHz, DMSO-ds).
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Spectrum 12. 3C NMR of compd 19 (125 MHz, DMSO-ds).
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Spectrum 13. *H NMR of compd 23 (500 MHz, DMSO-ds).
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Spectrum 14. 3C NMR of compd 23 (125 MHz, DMSO-ds).
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Spectrum 15. *H NMR of compd 25 (500 MHz, DMSO-ds).

Chemical Shift (ppm)



jFEETE PR IR FETR A PR THI ATR NI TR NN PR T FENTH FRUTE SRR FETE] FRTE] FETHI FUTTE FTSTE NTETE FTETE FETEE FETEE PR PR TR FTE NI TEN ] ST R I A TETE STETE FEETE IR TEE FETH A PR TR FR TR FTER] FENEE FTETE FENTH FEETE FERTH FETE] FETE FETEi A

gl

¥z

200461 | w2osL | L2
50882l | 62051 | 0Z
FOZ0ZL | ZFERl | 6L
SE0ZLL | J99cL | g1
suieal | ozozL | 21
9gzzol | LVEZL | Sl
SZelol | 5282k | 51
D
5i2651 | zrmEL | €1
952951 | Ze¥Zl | 2l
148551 | WO#EL | L)
zg5051 | &261L | 01
Lez0sl | esell | s
0Zg67l | 0Z6LL | 2
JG556FL | 68ELL | L
FO0LFL | ECZLl | @
BZ6I05 50 [5
L4058 SE0F ¥
L0505 21 0% B
9ET05 Z0°0¥% z
06005 B !
ZH {wdd) oN

ZE

0¥

58'6E-,
25 0P

Z0°0p-,
GEOP

alor

oF

95

8

{wdd) Yys [Eaway

L

0g

28

95

01

Zkl

ECCLL

0Zk 8zl

[T

V0P

6260

B8 —

HEEL—

DEDEL

gl

LB9El—

¥rl

CFEFL

25k

G2 05—

rLo51—

051

F060

FS60

EO0L

Aysus| pezieuLon

Spectrum 16. 3C NMR of compd 25 (125 MHz, DMSO-ds).
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Spectrum 17. *H NMR of compd 27 (500 MHz, DMSO-ds).
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Spectrum 18. 3C NMR of compd 27 (125 MHz, DMSO-ds).
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Spectrum 19. *H NMR of compd 30 (500 MHz, DMSO-ds).
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Spectrum 20. 3C NMR of compd 30 (125 MHz, DMSO-ds).



