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Vasta and Raines Supplementary Data

I. HPLC Chromatograms

3-Methoxycarbonylpyridine N-oxide
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4-Methoxycarbonylpyridine N-oxide
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Supplementary Data

5-Methoxycarbonyl-2-(4-methoxycarbonylpyridin-2-yl)pyridine NV-oxide
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4-Methoxycarbonyl-2-(6-methoxycarbonylpyridin-2-yl)pyridine N-oxide
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Supplementary Data

5-Methoxycarbonyl-2-(6-methoxycarbonylpyridin-2-yl)pyridine N-Oxide
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Dimethyl 2,2’-bipyridine-4,5'-dicarboxylate
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Dimethyl 2,2’-bipyridine-4,6'-dicarboxylate
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Dimethyl 2,2’-bipyridine-4,6'-dicarboxylate

Supplementary Data
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2,2'-Bipyridine-4,6’-dicarboxylic acid (4d)

1.00
056 %
090~ b
o8
0.75
0.70
065
0.680
0.5%
3 l)»u,
0.45
0.4
030
020
Q15
= g 3 g
200 400 6.00 800 1000 120 14.00 160‘0 1800 2000 200 2400 26.00 2800 .00 200
Retention Time Area Height
Peak (min) (MV-s) % Area (MV)
1 13.762 7264 0.12 768
2 14.664 5934760 99.8 962317
3 15.843 1879 0.03 305
4 18.803 2797 0.05 481

-S11-



Vasta and Raines

2,2'-Bipyridine-5,6’-dicarboxylic acid (4f)
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N-(Methoxyoxalyl)glycine ethyl ester
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N-Oxalylglycine (2)
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Cbz-Pro-Pro-Gly-OEt
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Dansyl-Gly-Pro-Pro-Gly-OEt
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I1. NMR Spectra

Supplementary Data

"H NMR (CDCl;) and *C NMR (CDCl;) of 3-methoxycarbonylpyridine N-oxide
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"H NMR (CDCl;) and *C NMR (CDCl;) of 4-methoxycarbonylpyridine N-oxide
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"H NMR (CDCl;) and *C NMR (CDCl;) of
5-methoxycarbonyl-2-(4-methoxycarbonylpyridin-2-yl)pyridine N-oxide
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"H NMR (CDCl;) and *C NMR (CDCl;) of
4-methoxycarbonyl-2-(6-methoxycarbonylpyridin-2-yl)pyridine NV-oxide
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"H NMR (CDCl;) and *C NMR (CDCl;) of
5-methoxycarbonyl-2-(6-methoxycarbonylpyridin-2-yl)pyridine /NV-oxide
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"H NMR (CDCl;) and *C NMR (CDCL) of dimethyl 2,2'-bipyridine-4,5'-dicarboxylate
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"H NMR (CDCl;) and *C NMR (CDCL) of dimethyl 2,2'-bipyridine-4,6'-dicarboxylate
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"H NMR (CDCl;) and *C NMR (CDCL) of dimethyl 2,2'-bipyridine-5,6'-dicarboxylate
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"H NMR (DMSO-d;) and *C NMR (DMSO-d;) of 2,2"-bipyridine-4,5'-dicarboxylic acid
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"H NMR (DMSO-d;) and *C NMR (DMSO-d;) of 2,2"-bipyridine-4,6'-dicarboxylic acid
(4d)
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"H NMR (DMSO-d;) and *C NMR (DMSO-dq) of 2,2'-bipyridine-5,6’-dicarboxylic acid (4f)
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"H NMR (CDCl;) and *C NMR (CDCl;) of N-(methoxyoxalyl)glycine ethyl ester
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"H NMR (DMSO-d;) and *C NMR (DMSO-d;) of N-oxalylglycine (2)
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Supplementary Data

"H NMR (CDCl;) and *C NMR (CDCL) of Cbz-Pro-Pro-Gly-OEt
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"H NMR (CDCl;) and *C NMR (CDCL;) of Dansyl-Gly-Pro-Pro-Gly-OEt
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III. Absorption spectra of bipyridine ligands and their complexes with Fe(II)
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Compound 4c¢ and Fe(4c¢)3

300 uM 4c¢ + 100 uM FeSO4 in 10 mM sodium phosphate buffer, pH 7.0
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Compound 4e and Fe(II)-(4e);

300 uM 4e + 100 uM FeSO4 in 10 mM sodium phosphate buffer, pH 7.0
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Compound 3a

300 uM 3a = 100 uM FeSO4 in 10 mM sodium phosphate buffer, pH 7.0
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IV. Plots of Fe(Il) binding by bipyridine ligands
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Fe(IT)- (4¢);
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Fe(II)- (4e);
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V. Job plots of Fe(II) binding by bipyridine ligands
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Fe(IT)- (4¢);
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Fe(II)- (4e);
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VI. Dose-response curve for inhibition of human CP4H1 by compound 4b
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