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Figure S1. Absorption spectra of [Ln"'(3,4,3-L1(1,2-HOPO))]” complexes in the visible, pH = 7.4, | = 0.1M (KCI).
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» Table S1. Lanthanide Hydrolysis Constants Included in Stability Constants Refinement.?

Species La Pr Nd Sm Eu Gd Th Dy Ho Er Tm Yb Lu
MH,” 88 83 82 81 -81 -81 -79 -79 -78 -7.7 -17 -17 -14

MH_,® -15.6 -15.3 144 -145 -13.6
MH,® -20.3 -22.3 -23.2 -239 -245 -241 -243 -239 -245 -247 -247 -247 -25.1
M,H,® -17.1 -14.1 -13.1 12,7

2All values are reported as log B and were previously reported in A. E. Martell, R. M. Smith, R. J. Motekaitis, NIST

Critically Selected Stability Constants of Metal Complexes: Version 8.0.

*The values for MH.; are corrected for I = 0.1 M with the help of the equation used in Klungness, G.D. and Byrne, R.H.
s Polyhedron, 2000, 19, 99-107.
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Table S2. Observed Mass-to-Charge Ratios for [Ln"'(3,4,3-LI(1,2-HOPO))] complexes at pH 7.4.?

b

Metal Species m/z
La [La"(3,4,3-LI(1,2-HOPO))] 885
Pr [Pr'(3,4,3-LI(1,2-HOPO))] 887
Nd [Nd"'(3,4,3-LI(1,2-HOPO))] 890
Sm [Sm"(3,4,3-LI(1,2-HOPO))] 898
Eu [Eu"(3,4,3-LI(1,2-HOPO))| 899
Gd [Gd"(3,4,3-LI(1,2-HOPO))] 904
Tb [Tbh"(3,4,3-LI(1,2-HOPO))| 905
Dy [Dy"(3,4,3-LI(1,2-HOPO))] 910
Ho [Ho"(3,4,3-LI(1,2-HOPO)) 911
Er [Er''(3,4,3-L1(1,2-HOPO))] 914
Tm [Tm"'(3,4,3-LI(1,2-HOPO))] 915
Yb [Yb"(3,4,3-LI(1,2-HOPO)) 920
Lu [Lu"(3,4,3-LI(1,2-HOPO))] 921

2[3,4,3-LI(1,2-HOPO)] = 0.5 mM [Ln"™] = 0.05 mM, no buffer added.
*Reported numbers correspond to the main peaks in each spectrum.
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Table S3. Promotion of ***Eu Excretion in Mice by Injected Octadentate Ligands.?

Fraction of injected *?Eu (%, mean + SD) at 24 h

Tissues Excreta”
Ligand Liver Skeleton  Soft tissue Kidneys  Whole body Feces  Urine
Control 30.7+£193 289+125 6.29+090 10+£022 67.0+121 219 30.8
DTPA 220+090 259+217 4.94+0.27 0.78+0.09 53.7+178 8.71 37.6

3,4,3-L1(1,2-HOPO) 1.24+0.22 128+047 312+031 044+010 176+0.71 52.6 29.8

“Groups of five mice were injected intravenously with '*’Eu; mice were injected intraperitoneally with 30 pmol/kg of a
ligand at 1 h; control mice were given 0.14 M NaCl (normal saline) intraperitoneally; mice were euthanized at 24 h. Data,
expressed as percent of injected '“’Eu (%, mean + SD), were normalized to 100% material recovery for each five-mouse
group. Discrepancies are due to rounding. SD = [ dev” (n-1)"']"% for tissues, n = number of mice.

"Excreta of each five-mouse group were pooled; no SD is available.
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Table S4. In Vivo Stability of Intraperitoneally Injected **Eu Complexes.?

Fraction of injected *?Eu (%, mean + SD) at 24 h

Tissues Excreta’
Ligand Liver Skeleton  Soft tissue Kidneys Whole body Feces Urine
DTPA 0.09+0.02 0.07+£0.05 0.22+011 0.11 +0.025 0.49+0.12 101 894

3,4,3-L1(1,2-HOPO) 0.05+0.03 0.02+0.03 0.10+0.04 0.022+0.004 0.20+0.07 89.3 105

“Groups of five mice were injected intraperitoneally with '**Eu-ligand complexes; 5 umol/kg of ligand; ligand:Eu molar
2 ratio > 20; mice were euthanized at 24 h. Data, expressed as percent of injected '*“Eu (%, mean = SD), were normalized to

100% material recovery for each five-mouse group. Discrepancies are due to rounding. SD = [ dev” (n-1)"]"?; for tissues,

n = number of mice.

PExcreta of each five-mouse group were pooled; no SD is available.
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