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1. NMR spectra

'"H NMR Spectrum of 3 (600 MHz, CDCl5) HO\O
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'"H NMR Spectrum of 4 (400 MHz, CDCl5)
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'"H NMR Spectrum of 5 (400 MHz, CDCl5) HOO
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'H NMR Spectrum of 6 (400 MHz, CDCl5)
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'"H NMR Spectrum of 7 (400 MHz, CDCl5)
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'"H NMR Spectrum of 9 (400 MHz, CDCls) HO\Q
N
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'H NMR Spectrum of 10 (400 MHz, CDCl5) HO.
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'H NMR Spectrum of 11 (400 MHz, CDCls)
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'H NMR Spectrum of 12 (400 MHz, CDCls)
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'H NMR Spectrum of 13 (600 MHz, CDCl5) HO,
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'H NMR Spectrum of 14 (600 MHz, CDCl5) HO\O
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'H NMR Spectrum of 15 (600 MHz, CDCl5)
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'H NMR Spectrum of 16 (400 MHz, CDCl5) HOD
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'H NMR Spectrum of 17 (600 MHz, CDCl5) | HO\O
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'H NMR Spectrum of 18 (400 MHz, CDCl5) S HO\Q
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'H NMR Spectrum of 19 (400 MHz, CDCl;)
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2. HPLC analysis

(a) (b)
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Figure S1. RP-HPLC chromatograms of (a) nonradioactive 15, (b) ['?°I]15, (c) nonradioactive 17,
(d) ['*’T]17. Conditions: A flow rate of 1 mL/min with a gradient mobile phase of 60% methanol in

water containing 0.05% TEA to 90% methanol in water containing 0.05% TEA for 20 min.
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3. Detailed biodistribution data

Table S1. Biodistribution of radioactivity at 1 and 24 h after intravenous injection of ['2°1]15 in

DU145 tumor-bearing mice.

Time after injection

Tissue h i

Blood 0.69 +0.10 0.08 £0.02
Tumor 5.39+1.44 2.13+£0.18
Liver 3.53+0.10 0.50 +£0.04
Kidney 9.75+0.75 1.13£0.16
Small Intestine 10.40 £ 1.42 1.29+0.21
Large Intestine 2.97+0.45 0.88£0.12
Spleen 6.80 £0.91 0.91+0.15
Pancreas 14.43 +0.42 3.58+£0.95
Lung 6.15+1.48 0.50+0.10
Heart 2.96 +0.41 0.18 £0.04
Stomach? 1.32+0.23 0.26 £ 0.05
Bone 2.00 +0.25 0.36+0.19
Brain 347+0.13 0.38 £ 0.04
Muscle 0.93+0.13 0.17 £0.07

Data are expressed as % injected dose per gram tissue. Each value represents the mean = SD for four
animals.

T Data are expressed as % injected dose.
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Table S2. Biodistribution of radioactivity at 1 and 24 h after intravenous injection of ['2°1]17 in

DU145 tumor-bearing mice.

Time after injection

Tissue
lh 24h

Blood 0.85 +0.05 0.08 £0.02
Tumor 4.79+0.77 4.08 £ 0.91
Liver 7.45+0.35 0.62+0.10
Kidney 14.34 £ 0.83 1.35+0.27
Small Intestine 14.57 £ 0.41 1.00 £ 0.17
Large Intestine 3.73£0.64 1.17£0.35
Spleen 11.69 +£0.75 1.50+0.15
Pancreas 31.41 +£2.26 11.63 +2.85
Lung 15.07 £2.44 1.80 + 0.80
Heart 4.08 £0.28 0.31 £0.06
Stomach? 1.49+0.19 0.23 +£0.07
Bone 3.18+0.86 0.45+0.10
Brain 5.73 £0.47 0.52+0.22
Muscle 1.63 £0.35 0.37+0.19

Data are expressed as % injected dose per gram tissue. Each value represents the mean = SD for four

animals.

T Data are expressed as % injected dose.
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Table S3. Biodistribution of radioactivity at 1 and 24 h after intravenous injection of ['?*1]2 in

DU145 tumor-bearing mice.

Time after injection

Tissue h i

Blood 0.78 £ 0.09 0.20+0.03
Tumor 6.23 £0.55 6.27+2.36
Liver 26.02 +£1.99 7.42+0.48
Kidney 26.15+2.08 3.41+£0.58
Small Intestine 12.19+0.70 3.00 £ 0.63
Large Intestine 4.11+0.38 2.02+0.31
Spleen 14.87 +£0.99 2.15+0.31
Lung 18.00 £3.18 1.89+0.51
Heart 3.66 £0.32 0.40 +£0.08
Stomach 1.73 £ 0.41 0.52+0.33
Brain 4.77 + 0.60 0.66+0.13
Muscle 1.84 +0.36 0.26 £0.09

Data are expressed as % injected dose per gram tissue. Each value represents the mean + SD for four
animals.
T Data are expressed as % injected dose.

This biodistribution data from a reference.!
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Table S4. Biodistribution of radioactivity at 10 min, 30 min, 1 h, 4 h, 8 h, and 24 h after intravenous

injection of ['2°1]15 in normal mice.

Time after injection

Tissue 10 min 30 min lh 4h 8h 24 h

Blood 0.85+0.03 0.65+£0.06 0.58+0.09 0.58+0.10 0.40+0.01 0.07+0.01
Liver 474+036 4.09+0.82 421+081 340+047 3.97+£0.36 0.39+£0.04
Kidney 18.01+£1.32 13.43+1.02 13.38+2.15 8.66+130 9.18+0.95 0.97+0.25
S-Intestine 519+£0.29 7.56+220 9.35+1.55 6.62+£0.79 498+036 0.65+0.16
L-Intestine 230+0.14 235+0.25 2.60+047 9.64+232 6.58+0.89 0.75+0.07
Spleen 7.65+£140 7.15+0.77 6.86+1.04 3.11+1.16 2.57+0.59 0.58+0.08
Pancreas 13.47+2.30 1335+1.51 16.02+1.84 12.70+1.23 8.05+1.26 2.28+0.55
Lung 1444 +4.55 12.63+2.05 9.82+1.51 4.49+0.68 5.69+127 0.61+0.09
Heart 494+£0.57 381+030 3.16+040 1.68+0.15 092+0.04 0.17+0.02
Stomach 3.55+£0.19 345+046 3.78+£0.67 294+097 2.65+0.88 0.52+0.09
Bone 2.85+0.33 2.60+0.16 2.76+0.22 1.56+0.34 1.13+0.07 0.38+0.09
Brain 4.89+034 428+0.27 3.89+037 218+0.11 124+0.02 0.43+0.04
Muscle 2.38+0.33 2.01+024 193+0.12 123+£0.19 0.79+0.08 0.14+0.02
Neck’ 0.19+£0.03 0.31+0.07 0.63+0.11 1.78+0.50 3.01+0.49 4.23+0.62

Data are expressed as % injected dose per gram tissue. Each value represents the mean = SD for four

animals.

S-Intestine and L-Intestine mean small intestine and large intestine, respectively.

T Data are expressed as % injected dose.
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Table S5. Biodistribution of radioactivity at 10 min, 30 min, 1 h, 4 h, 8 h, and 24 h after intravenous

injection of ['2°1]17 in normal mice.

Time after injection

Tissue
10 min 30 min lh 4h 8h 24 h

Blood 0.66+0.08 0.56+0.08 0.40+0.04 044+0.06 042+0.14 0.14+0.02
Liver 596+1.70 6.24+1.03 523+1.11 490+086 3.16+0.40 1.10+0.20
Kidney 16.58 £2.94 12.31+0.92 10.28+0.88 6.94+0.09 4.27+0.49 1.26+0.30
S-Intestine 517+148 7.02+1.17 7.66+0.77 6.49+0.27 299+0.37 1.10+0.17
L-Intestine 228+0.65 2.02+0.13 2.01+038 843+093 580052 1.73+0.16
Spleen 7.89+245 775+1.75 6.14+085 5.10+036 3.03£036 091+0.12
Pancreas 12.65+4.20 12.50+0.34 12.37+2.38 1537+3.24 1837+0.55 11.42+2.08
Lung 18.66 £2.57 12.02+1.57 8.93+0.64 4.28+0.97 2.67+0.51 0.71=+0.15
Heart 472+0.53 344+041 266+028 1.58+0.10 091+0.07 0.21+0.04
Stomach 290+0.83 2.89+091 271+095 274+081 270+0.76 131+0.30
Bone 2.77+0.53 238+042 239+0.18 198+024 152+0.11 0.48=+0.07
Brain 558+0.68 4.69+045 429+0.63 3.41+028 228+0.17 0.61+0.06
Muscle 2.69+043 2.05+0.12 1.76+0.22 130+0.12 0.82+0.09 0.20+0.02
Neck’ 0.19+0.05 027+0.05 037+0.03 130+0.11 2.67+026 3.78+0.53

Data are expressed as % injected dose per gram tissue. Each value represents the mean = SD for four

animals.

S-Intestine and L-Intestine mean small intestine and large intestine, respectively.

T Data are expressed as % injected dose.
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