Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2008

Supporting Information:

Damage of Aromatic Amino Acids by the Nighttime Atmospheric Oxidant NO;*®
Duanne C. E. Sigmund and Uta Wille*

ARC Centre of Excellence for Radical Chemistry and Biotechnology; School of Chemistry, BIO21
Molecular Science and Biotechnology Institute, The University of Melbourne, 30 Flemington Road,
VIC 3010, Australia.

Contents
'H NMR spectra for compounds 1b, 5a, 7b and 14b. LC/HR-MS(ESI) spectra the products of the
reaction of 1, 2 and 4 with NO;°.

I Reaction of NO;* with phenylalanine 1 S2
1T Reaction of NO;* with 4-methoxy phenylalanine 2 S8
111 Reaction of NO;3*® with tyrosine 4 S12

S1



Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry 2008

I  Reaction of NO;* with phenylalanine 1

1) Nitrate ester 5a

HR-MS(ESI)

3D T RadE A R | P ) AR

283.09225

FORETVG A DUNGEN0E
- ry [ [0
o = I

.
=

35

ZED.096TE
285 2452Y

& - !

s : 23210752 e

) [ aeanarr .
ea3ge8 T pag npnay [ ! HNEE g aorer 60218082

[V L S S e e e S B e B S B B B B B e e e S e e ™TT

50 100 150 200 250 00 350 400 450 500 550 600 650 700

565 1TEST
L

&12.1B5B5 GO7. 44135
T T T



S3

1 is © The Royal Society of Chemistry 2008

is journa

Supplementary Material (ESI) for Chemical Communications
'H NMR (CDCls, 400 MHz)
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2) Alcohol 6a

HR-MS(ESI)
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3) Carbonyl compound 7a

HR-MS(ESI)
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4) Alkene 8a

HR-MS(ESI)
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5) Phenylalanine-D, 1b

'H NMR (CDCls, 400 MHz)
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II Reaction of NO;* with 4-methoxy phenylalanine 2

1) Carbonyl compund 7b

HR-MS(ESI)
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'H NMR (CDCls, 400 MHz)
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2) Alcohol 6¢

HR-MS(ESI)
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3) Alkene 8b

HR-MS(ESI)
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III Reaction of NO;* with tyrosine 4

1) Dinitrotyrosine 14b

HR-MS(ESI)
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'H NMR (CDCls, 400 MHz)
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2) Nitrotyrosine 14a

HR-MS(ESI)
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