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EI-MS spectra of compound 1b:
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EI-MS spectra of compound 2a:
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EI-MS spectra of compound 5:
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EI-MS spectra of compound 7:
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ESI-MS spectra of compound 9:

HO_5114gyok #432 RT: 0.55 AV:1 SB: 1 0.06 NL: 1.68E7
T: FTMS + p ESIFull ms [100.0000-800.0000]

Relative Abundance

1005

957

907
85
soé
75%

705

65
60
55%
50%

45
40
359

303
257

3
IEERNNEEE

o

219.17498 249.18473 267.72045
Ll ‘ L]
Tt

256.26384

326.16606

302.24588

282.27836

ln il ‘L\‘hh‘n.

332.28442

360.32303

376.31965

AL

@ ©
thP—C16H33 Br

© -0O0—=

437.19433

427.31576
409.16609

45226918
\‘\‘\m\\\\\\\\\

497.34199
1

549.40997

559.51561

533.50593
. Iy . “ I | ‘I|

585.53394

593.43019

Ll HL

T
220

240

260

280

300 320 340

360

380

T
400 420
m/z

T
4

T
40 460 480 500

520 540 560

580 600

24



Table S1: Elememtal analysis of new compounds synthesized

Compound | Formula Calculated % Found %
C H N C H N

1b C12H1sNO> 68.87 9.15 6.69 68.75 8.95 6.59
2a Ci6H21NOyP | 66.19 7.29 4.82 66.05 7.15 4.84
2b CisH24NOsP | 64.85 7.26 4.20 64.65 7.15 4.17
4 CoH16INO 38.45 5.74 4.98 38.36 5.65 4.99
5 Ca21H26NOP 74.31 7.72 4.13 74.21 7.66 411
6 C21H26NO,P | 70.97 7.37 3.94 71.07 7.41 3.87
7 CoH23NO,P | 70.57 6.81 4.12 70.71 6.77 4.01
8 CaoH23NOP 74.05 7.15 4.32 74.21 6.94 4.46
9 C3sHs6BrNOP | 68.66 8.96 2.22 68.47 8.89 2.13
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Figure S1: Preliminary biological data of compound 9 and cetyltriphenylphosphonium bromide (compound 10) compared to MITO-CP.
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Supplementary Figure S1. Cytostatic effect of the substances on the MCF-7 human breast cancer line. The cells were treated with MITO-CP (light gray bars),
compound 9 (gray bars) or compound 10 (dark gray bars) at the indicated concentrations for 24 h. Survival rate was is presented as the % of the untreated cells
(empty bar) mean + standard error of the mean (SEM)of three independent experiments each running in at least four parallels (n=12).
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