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PLS scores plot

PLS t/t (modello 59 MCF7) PLS t/t (modello 59 MCF7)

L1 ws LV2 L1 ws Lv2

t 1 Lt

Figure S1.PLS scores plot of Indole derivatives: all compau(idft); after outlier or borderline
elimination (right).
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Figure S2.PLS scores plot of Benziloxyindotierivatives: all compounds (left); after outlier o
borderline elimination (right).
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Figure S3.PLS scores plot of Quinolinderivatives: all compounds (left); after outliertmrderline
elimination (right).
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Figure S4.PLS scores plot of LCARgerivatives: all compounds (left); after outliertmrderline
elimination (right).
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Figure S5.PLS scores plot of Pyrimidinketone derivatives: aimpounds (left); after outlier or
borderline elimination (right).



Chemical structures of 176 derivatives

Table S1.Chemical structures of Pyrimidinketone derivatives

PYRIMIDINKETONES DERIVATIVES

A B C

N N\ S N N s N ‘YS
; ! x N
2 Nl T/ \ Nl \L’/ klr(N b
0 o
o] (o]
F
(o]
O—

NNy _s
Ny I \,\[1//
e}

NNy __s ;
; N
N | \l—( N S
N V4
3 N Ny | ?\,’/
e}
o
N=
oo

Cl

NNy s
Nl T/?
o}
o
£
M,
o}

NNy s
N\'T/

Br




Table S2.Chemical structures of Pyrrolopyrimidindione deatives I.
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Table S3.Chemical structures of Pyrrolopyrimidindione detives lla.
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Table S4.Chemical structures of Pyrrolopyrimidindione datives llb.
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Table S5.Chemical structures of Pyrrolopyrimidindione datives lll.
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Table S6.Chemical structures of Benziloxyindole derivatives

BENZILOXYINDOLE DERIVATIVES
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Table S7.Chemical structures of Indole derivatives.
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Table S8.Chemical structures of LCAPs derivatives.
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Table S9.Chemical structures of Quinoline derivatives.

QUINOLINE DERIVATIVES
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Table S10.Chemical structures of Tiophene derivatives.
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Table S11 Elemental analyses for compourfi$9.

Comp. | MW C% H% N% S%
Molecular Formula Calc.
Found
2 392.43 61.21 4.11 14.28 8.17
C20H16N403S 61.03 4.26 14.29 8.22
3 392.43 61.21 4.11 14.28 8.17
C20H16N403S 60.92 4.14 14.32 8.28
4 392.43 61.21 4.11 14.28 8.17
C20H16N403S 60.97 4.14 14.40 8.06
5 C20H16N40O2S 63.81 4.28 14.88 8.52
376.43 63.48 4.25 14.72 8.66
6 C1oH13N504S 56.01 3.22 17.19 7.87
407.40 55.87 3.48 17.32 7.70
7 C1oH13N504S 56.01 3.22 17.19 7.87
407.40 56.08 3.40 17.03 7.91
8 C19H13CIN4O2S 57.50 3.30 14.12 8.08
396.85 57.26 3.38 14.56 7.98
9 C19H13BrN4O2S 51.71 2.97 12.70 7.27
441.30 52.08 2.93 12.55 7.00
10 Ci19H13FN4O2S 59.99 3.44 14.73 8.43
380.39 60.22 3.36 14.62 8.28
11 C20H14N402S 64.16 3.77 14.96 8.56
374.41 64.28 3.90 15.15 8.60
12 C2o0H14N4O2S 64.16 3.77 14.96 8.56
374.41 64.35 3.79 15.02 8.31
13 C2o0H14N4O2S 64.16 3.77 14.96 8.56
374.41 63.99 4.02 15.01 8.89
14 C20H14aN4OS 67.02 3.94 15.63 8.95
358.41 66.74 3.88 15.54 8.89
15 C1oH11N503S 58.61 2.85 17.99 8.23
389.38 58.47 2.83 18.03 8.15
16 C1oH11N503S 58.61 2.85 17.99 8.23
389.38 58.45 2.82 17.99 8.09
17 C19H11CIN4OS ¥2H,0O 58.83 2.83 14.43 8.26
387.83 58.81 2.85 14.30 8.12
18 C1oH11BrN4OS 53.91 2.62 13.24 7.58
423.28 53.69 2.59 13.36 7.30
19 C1oH11FN4OS 62.97 3.06 15.46 8.85
362.38 62.46 3.09 15.19 8.81
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