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Figure S1. *H NMR spectra of L2Ti in DMSO-d® before (bottom), immediately after (middle), and 8 days
after (top) the addition of 10% D-0.
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Figure S2. *H NMR spectra of L3Ti in DMSO-d® before (bottom), immediately after (middle), and 8 days
after (top) the addition of 10% D,0.
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Figure S3. 'H NMR spectra of L*Ti in DMSO-d® before (bottom), immediately after (middle), and 8 days

after (top) the addition of standard and 10% D,O0.

S3

T
[ppm]



2
N__ O N,

\‘ , iy
Ti
o/ |Q

o
\O

Br
Br

A
L oo 4

8 5 4 2 o [ppm]

Figure S4. *H NMR spectra of L°Ti in DMSO-d® before (bottom), immediately after (middle), and 8 days
after (top) the addition of standard and 10% D,0.
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Figure S5. HR-MS of L'Ti 8 days following its insertion to an aqueous (10% H,0, 90% CHsCN) solution.

S5



N\?"/N.-...,.,,,,,,,,
i
o/ |\
o\
(o]
HO
OH
N ZoTes
1w_ &1 21m e CEIRY 0504V 1L 208
4 TFINS s pESIFR s
50 (00039
90 It ey
w-
704
B3 o
§ 60
£ o
§ 40 §22.21480
304
20
52021869 52321344
i 51922192
15172078 51820313 l lszo,sweoA 521 62671 l SUMZ sp521472 52621570
U s 3 PRGN PR "I S P R PG VBRI S PR
mz
NS A3ES
100~ 62121256 C2RHIEN208T) Sp¢. K Chg +
l CaHar N2 O ¥Ti 1 Caa Mar M Ou T1 92 Cheg ¥ Paten
w-
w_
m_
e
§ 60
| e
g 50
3 w
: 5222152 52321827
30- 520.21638 CxBCHYy N2Os%TI CoqBCaHyN20s 4TI
3 CaHpN20s4 T
20- 51921724
] CaeM3r N3 Og #Ti 523 20841 | 52421278
10 | I CasHxyN20g%T) CasBCH N2 O™ Ti
c ' 1 | ' 1 ’ | J 1 L) 1 L l A 1 L ' ] . 1 T ]
517 518 519 520 521 522 521 524 525 528 527
mz

Above -Experimental Spectrum
Bottom -Calculated Spectrum

Figure S6. HR-MS of L2Ti 8 days following its insertion to an aqueous (10% H,0, 90% CHsCN) solution.
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Figure S7. HR-MS of L3Ti 8 days following its insertion to an aqueous (10% H,0, 90% CHsCN) solution.
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Figure $8. HR-MS of L*Ti 8 days following its insertion to an aqueous (10% H,0, 90% CHsCN) solution.
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Figure S9. HR-MS of L°Ti 8 days following its insertion to an aqueous (10% H,0, 90% CHsCN) solution.
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Figure S10. Dependence of human ovarian A2780 (left), colon HT-29 (middle), and cervical Hela (right)
cancer cell viability on different concentrations of H4L'® following a three-day incubation period as

analyzed by the MTT assay.
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Figure S11. Dependence of human fibroblast lung MRC-5 cell viability on different concentrations of L'°Ti

following a three-day incubation period as analyzed by the MTT assay.
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Figure $12. 3C NMR spectrum of L!Ti in DMSO-d®.
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Figure $13. 3C NMR spectrum of L?Ti in DMSO-d®.
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Figure S14. 3C NMR spectrum of L3Ti in DMSO-d®.
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Figure S15. 3C NMR spectrum of L*Ti in DMSO-d®.
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Figure $16. 3C NMR spectrum of L°Ti in DMSO-d®
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