Electronic Supplementary Material (ESI) for Dalton Transactions.
This journal is © The Royal Society of Chemistry 2014

Supplementary Information

Synthesis and Characterisation of Zirconium Complexes for Cell Tracking with Zr-89 by
Positron Emission Tomography

Trevor J Ferris,! Putthiporn Charoenphun,? Levente K Meszaros,? Gregory ED Mullen,? Philip
J Blower,%3 Michael ) Went!

lUniversity of Kent, School of Physical Sciences, Canterbury CT2 7NH, UK

2King’s College London, Division of Imaging Sciences and Biomedical Engineering, 4t Floor
Lambeth Wing, St Thomas’ Hospital, London SE1 7EH, UK

3King’s College London, Division of Chemistry, Britannia House, 7 Trinity St, London SE1 1DB



abundance
¢

0.18

54.66m

88.03m

Mg sttt e e S s trn]

T T
8.8 8.7
X : parts per Million : Proton

T T
8.6 8.5 8.4 83 82 8.1 8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 6.8 6.7

Figure S1:

Tt

Figure S2:

Tt )

Figure S3:

1H NMR of Zr(oxinate), in DMSO-d6

100

=0 .y N |

eo o ~ . "‘ \ /\ ) ,nmﬂ
—o ‘\wﬂ,l//w ‘\M\A j ‘\ ‘J‘ q/ \ V ‘ ‘
I ey

\

h
wr

so

s0

so W

=20 — T T T T T T 1
1000 3500 3000 2500 2000 1500 1000 500
Wavenurmmbers (cram— 1)

IR Spectrum of oxine

100
20
s0
7o
so
s0
ao
30

z0o

acoo 3500 =000 =500 =coo 1500 1000 s00
WWavenurmmbers (craa—-1)

IR Spectrum of Zr(oxinate),




Zooo

sooo ‘
g aococo “‘\‘ ’\‘ \'\\“‘ ¢ U‘
— \[l
=i I iy |
/\ i
= SN .
oo — VL S NN\ \
pesmvey 1800 1600 14a00 1=Zoo 1000 s00 soo ado =bo
Rarman Shift Ccrr— 1)
Figure S4: IR Spectrum of oxine
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Figure S5: Raman Spectrum of Zr(oxinate),
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Figure S6: 1H NMR of Zr(tropolonate), in DMSO-d6
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Figure S7: IR Spectrum of tropolone
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Figure S8: IR Spectrum of Zr(tropolonate),
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Figure S9: Raman Spectrum of tropolone
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Figure S10: Raman Spectrum of Zr(tropolonate),
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Figure S11: 1H NMR of Zr(ethyl maltolate), in DMSO-d6

CHal CZ' C3

CH,

co

30 40 50 60 7.0 80 9.0 10.0 110120 13.0 140 150 16.0 17‘.0 18.019.0 200 21.0 22.0 23.0 24.0 25.0 26.0 27,

mluu'ml M}um bl n‘ﬂ‘tmun\u i Ml.m\h\] Ly

CH,

CH,

h“uw. N

oot L il hi\m el oo Dl
180.0 170.0 160.0 0.0 100.0 90.0 80.0 70.0 60.0 50.0

X : parts per Million : Carbon13

150.0 140.0 130.0 120.0 11

uld ‘\H.m b A sy MMAL Hn AL
40.0 30.0 0.0 o

20.0 1

Figure S12: 13C NMR of Zr(ethyl maltolate), in DMSO-d6
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Figure S13: IR Spectrum of ethyl maltol
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Figure S14: IR Spectrum of Zr(ethyl maltolate),
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Figure S15: Raman Spectrum of ethyl maltol
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Figure S16: Raman Spectrum of Zr(ethyl maltolate),



Stacked Spectra of Oxine
at Various Concentrations
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Figure S17: UV-vis spectra of oxine
Stacked Spectra of Zr Tetrakis
Oxine at Various Concentrations
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Figure S18: UV-vis spectra of Zr(oxinate),



