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Table S1. Amino acid residues that provide the recognition of studied compounds
1-4 by PARP-1 obtained by analysis at different times of MD simulations.!

Compounds
Time (ns)
1 2 3 4

Aspl05, Ile211, Asn106, Tyr246, Gly202, Asn106,

2{;22%)62’ ?;Ir‘;gg’ Gly227, Tyr228,  Glul02, Ala237,  Ala219, Tle211,

10 Gly2 27’ CIn09 8, Hys201, Ser203, Trp200, Leu199, Leu216, I1e234,
Vallo 1,' Gly20 2/’ Tyr246, Lys242, Tyr235, Hys201,  Hys201, Tyr246,

Tyr235 Ala219, Phe236, Trp200, Gly202, Hys248, 11e333,

Tyr235, [le234 Ser203 Tyr235

Tyr228, Asn207, Asp106, Aspl05, Gly233, GIn098,

}T{};s 116631’ ‘gij;ii Arg217,Ser203,  Asn207,Ile211,  Vall01, Asp105,

30 Tyr235 /Leu 3 4' Gly215, Tyr246, Ser203, Gly202, Ala223, Pro220,
dea . Hys20L,Gly202,  VallOl Gly227,  Ty:246, Glyloz,

Tyr331, Tyr235 Tyr235, Tyr246 Tyr331, Tyr235

Tyr246, Ser202 Val101, Tyr049,

Gly233, Asn106, Ala223, Ala219,

Ser250, Thr249,  Gly210, Tle211, ‘éslﬁgg’ 1;;::22;51 1le218, Arg217,
5 Pro254, Phe3ds,  Aspl05,Tyr22s, o " Y0¥ Tyiss1, Hys2o1,
Asn347, Tyrl68, Ser203, Gly202, Gly20 2' Tyr22 8' Tyr235, Tyr246,

Alal67, Asn347 Hys201, Tyr235, Gl}ll 57 ! Tyr228, Lys232,

Asn207, lle234, Ile234, Tyr246,

Arg217 Ser203, Gly233

! The highlighted amino acid residues correspond to the catalytic triad.

Table S2. Atomic charges of some atoms for 1, 2, 3, and 4 molecules, in e".

Compounds
Atoms

1 2 3 4
C: 0.482 0.495 0.480 0.486
C: -0.042 -0.064 -0.160 -0.120
GCs 0.338 0.277 0.342 0.299
Cs 0.465 0.484 0.475 0.485
Cs -0.025 -0.026 -0.165 -0.100
Co -0.173 -0.219 -0.320 -0.319
Cy -0.609 -0.602 -0.598 -0.500
Cs -0.247 -0.245 -0.237 -0.247



(01 -0.494 -0.521 -0.578 -0.522

0O: -0.507 -0.507 -0.573 -0.559
Os -0.595 -0.559 -0.642 -0.654
Os4 - - -0.641 -0.561
H: 0.508 - 0.497 0.493

H: 0.236 0.218 - -

Table S3. Recognition among amino acid residues of PARP-1 and 8-10 molecules.!

Compounds Amino acid residue
8 Tyr235, Arg217, Trp200, Hys201, Phe236, Ser203, Trp200, Ala237, Gly202, Tyr246
9 Tyr228, Hys201, Arg217, Tyr235, Tyr228, Phe236, Ser243, Tyr246, Ile234, Ala237
10 Gly202, Gly233, Lys242, Hys201, Tyr235, Ile234, Ser203, Tyr246

! The highlighted amino acid residues correspond to the catalytic triad.
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Figure S1. Cytotoxic activity of compounds 8 (white), 9 (black), and 10 (gray), in
the cancer cell lines A549, MDA-MB-231, Hela, and MCEF-7, employing perezone
(dotted) as a control. Cell from each line were incubated without control and with
increased concentrations of the studied compounds during 48 h (n= 8). At the end



of the incubation, an MTT assay was performed to determine the viability of cells
under treatment. Each bar in the chart indicates the percentage means and
standard error of the mean.
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Figure S2: Cytotoxic activity of compounds 8 (white), 9 (black), and 10 (gray), in
healthy endothelial cells, VERO cells, and mixed culture of microglia, employing
perezone (dotted) as a control. Cells from each line were incubated without control
and with increased concentrations of the studied compounds during 48 h (n=8). At
the end of the incubation, an MTT assay was performed to determine the viability
of cells under treatment. Each bar in the chart indicates the percentage means and
standard error of the mean.



