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"H-NMR of 7a:
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13C_—NMR of 7a:
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ESI-MS of 7a:
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"H-NMR of 7b:
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3C-NMR of 7b:
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ESI-MS of 7b:
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"H-NMR of ['9F]2
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13C-NMR of ['9F]2

E W S Bl DMSO Peaks
52 A
| L
i HN N7 NH \

o B e L e
160.0 150.0 140.0 130.0

(thousandths)
1] 10.0
| 1
e
- :5
-

e L e
110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0

120.0 g
gl 1] [ | [ ] A \ e
BaN BB BB g8 88 R BE Sl g §288508
BEE [RH ekt fla g & LR BR8G 1 FLLLRAR

X : parts per Million : Carbonl3



19F-NMR of [19F]2
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'H-NMR of ['9F]3
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13C-NMR of ['9F]3
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19F-NMR of ['9F]3
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ESI-MS of ['°F]3
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TH-NMR of ['°F]0 (including the chemical structure of [°F]1) @
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13C-NMR of ['9F]1 2
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ESI-MS of ['9F]1
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2 The chemical structure and the related spectrum of ['9F]1, and the chemical structure of its corresponding F-18 labeled radiotracer ['8F]1, were cited from our

published work:
D. Wang, Y. Fang, H. Wang, X. Xu, J. Liu and H. Zhang, RSC Advance, 2017, 7, 22388-22399.

(Note: The ['F]1 in this work was named 8a in the above published work, and its corresponding F-18 labeled radiotracer ['8F]1 was named ['8F]-8a in the above

published work.)



Table S1

Biodistribution in S180-tumor-bearing mice after intravenous injection of ['*F]1 *:* (logP = 3.32+0.04)

Time (min)
Organs

5 15 30 60 120
Blood 6.62+0.25 4.73+0.82 2.19+0.01 1.93£0.10 0.81+0.01
Brain 1.20+0.12 0.89+0.18 1.19£0.18 1.51£0.12 0.83+0.14
Heart 1.2340.15 2.44+0.22 2.45+0.46 1.97+0.29 1.61£0.20
Liver 3.29+0.02 1.99+0.23 1.75+0.32 1.57+0.30 0.50+0.06
Spleen 1.98+0.03 1.65+0.11 2.28+0.12 1.74+0.19 0.92+0.34
Lung 8.73+1.26 8.96+1.35 7.39+1.29 4.23+0.57 3.81+0.44
Kidney 0.70+0.09 1.62+0.23 4.58+0.44 6.39+0.79 7.37+0.64
Muscle 1.38+0.21 1.47+0.19 1.73£0.20 1.97+0.25 1.59+0.27
Bone 1.88+0.13 1.954+0.25 3.79+0.42 4.16+0.46 4.71+0.53
Intestine ® 0.06+0.02 0.43+0.07 0.28+0.06 0.11+0.02 0.34+0.08
Stomach ® 0.05+0.01 0.23+0.03 0.42+0.03 0.37+0.09 1.35+0.05
Tumor 3.39+0.25 3.69+0.51 3.71+£0.43 3.23+0.14 3.11£0.22

Tumor/Muscle 2.46 2.51 2.14 1.64 1.96

Tumor/Bone 1.80 1.89 0.98 0.78 0.66

Tumor/Blood 0.55 0.78 1.69 1.67 3.84

2 The preparation and the related biological evaluation results of [1°F]1 and its corresponding F-18 labeled radiotracer ['8F]1, were cited from our published

work: D. Wang, Y. Fang, H. Wang, X. Xu, J. Liu and H. Zhang, RSC Advance, 2017, 7, 22388-22399.

(Note: The ['F]1 in this work was named 8a in the above published work, and its corresponding F-18 labeled radiotracer ['8F]1 was named ['®F]-8a in the above

published work. The chemical structures of ['°F]1 and ['8F]1 were shown in the Supplementary Materials.)

The in vivo biodistribution studies of ['8F]1 in S180-tumor-bearing mice, were performed in the same batch with the F-18 radiotracers in this work, and
were cited from the above published work. What’s more, we have checked some errors in the calucation of the logP and a few of biodistribution data of the

['8F]1 from our original experimental data. Therefore, we have made corrections in theses tables and adjusted some discussions in the corresponding

positions in the manuscript.

®Expressed as % injected dose per gram (%ID/g) unless otherwise indicated. Data are the average for five mice + standard deviation.

Table S2

Biodistribution in S180-tumor-bearing mice after intravenous injection of ['*F]2 *>¢ (logP = 2.97+0.10)

Time (min)
Organs
5 15 30 60 120 30 (blockade) ©
Blood 6.17+0.36 4.36+0.62 3.08+0.26 3.24+0.25 2.31+0.18 2.86+0.31
Brain 2.52+0.44 1.70+0.13 2.3240.31 2.05+0.32 1.83+0.32 1.96+0.20
Heart 2.37+0.15 2.81+0.09 2.9340.14 2.88+0.23 2.61+0.25 2.48+0.08
Liver 3.52+0.49 3.36+0.56 2.59+0.20 2.36+0.46 1.73+0.25 2.89+0.52
Spleen 2.94+0.01 2.34+0.14 2.68+0.28 1.93+0.04 1.61+0.21 2.53+0.14
Lung 10.45+0.52 6.13+0.48 2.84+0.34 2.61£0.20 1.94+0.32 2.35+0.23
Kidney 5.67+0.12 5.62+0.27 5.95+0.11 6.12+0.12 6.73+0.11 5.83+0.68
Muscle 1.87+0.28 2.25+0.20 2.39+0.41 2.37+0.14 2.47+0.18 2.64+0.13



Bone 2.52+0.20 3.30+0.52 3.84+0.63 4.08+0.53 4.51+0.71 3.39+0.24

Intestine ® 1.20+0.07 2.66+0.09 3.30+0.09 4.33+0.09 5.18+0.02 3.33+0.07

Stomach ® 0.47+0.08 0.51+0.04 0.51+0.01 0.45+0.03 0.27+0.03 0.57+0.09

Tumor 3.59+0.36 4.11+0.62 5.96+0.09 4.07+0.50 3.86+0.14 0.72+0.05
Tumor/Muscle 2.86 2.40 2.49 1.72 1.56 /
Tumor/Bone 2.12 1.64 1.55 1.00 0.86 /
Tumor/Blood 0.58 0.94 1.94 1.26 1.67 /

*Expressed as % injected dose per gram (%ID/g) unless otherwise indicated. Data are the average for five mice + standard deviation. *Expressed as %
injected dose per organ (%ID) . ©Each animal received PF-562,271 (a dose of 33 mg/kg, p.o. ) at one hour before the intravenous radiotracer injection

(blocking study).

Table S3

Biodistribution in S180-tumor-bearing mice after intravenous injection of ['8F]3 ¢ (logP = 2.86+0.06)

Time (min)
Organs

5 15 30 60 120
Blood 6.48+0.92 4.19+0.33 2.41+0.15 2.35+0.22 2.13+0.14
Brain 2.54+0.11 2.43+0.07 1.91£0.10 2.50+0.12 2.57+0.07
Heart 2.48+0.18 1.61+0.24 1.26+0.09 1.63+0.09 1.86+0.13
Liver 4.14+0.12 4.65+0.28 3.74+0.11 2.24+0.16 1.85+0.04
Spleen 2.87+0.24 2.11£0.19 1.47+0.13 1.25+0.11 0.98+0.07
Lung 10.63+0.61 6.44+0.73 4.86+0.30 4.09+0.63 3.53+0.32
Kidney 2.07+0.16 3.49+0.12 4.39+0.07 5.89+0.48 6.50+0.91
Muscle 3.10+0.05 2.55+0.23 2.07+0.10 2.58+0.29 2.65+0.20
Bone 3.16+0.16 2.57+0.03 3.07+0.10 3.90+0.17 3.50+0.34
Intestine ® 0.90+0.06 2.24+0.12 4.62+0.04 4.78+0.02 5.72+0.13
Stomach ® 1.54+0.08 1.44+0.06 1.54+0.10 1.56+0.16 1.52+0.19
Tumor 3.08+0.20 2.80+0.33 3.24+0.07 2.97+0.47 2.88+0.44

Tumor/Muscle 0.99 1.10 1.57 1.54 1.46

Tumor/Bone 0.98 1.09 1.06 1.02 1.11

Tumor/Blood 0.47 0.67 1.34 1.26 1.35

a Expressed as % injected dose per gram (%ID/g) unless otherwise indicated. Data are the average for five mice + standard deviation. °Expressed as %
injected dose per organ (%ID) .
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Fig. S1. The HPLC chromatogram of F-18 labeled radiotracers in normal saline and murine plasma at 37 °C after 1 h and 2 h, respectively. The HPLC profile data were

exported from the *.Icd files by Shimadzu LCSolution Software, and were graphically interpreted and coordinate translated by Origin 8.0.

The in vitro stability of [8F]1 was shown in our published work: D. Wang, Y. Fang, H. Wang, X. Xu, J. Liu and H. Zhang, RSC Advance, 2017, 7, 22388-22399.

[*F]1 in the FAK binding pocket [*°F]2 in the FAK binding pocket




[*F]3 in the FAK binding pocket

Fig. S2. The docking studies on the interaction of [*°F]1 [*°F]2 and [*°F]3 with the FAK. (Most of the residues in the binding pocket of the FAK were shown as “Lines”,
while the key residue which have hydrogen-bonding interactions with the F-19 standards were shown as “Ball and Stick”, the F-19 standards were shown as “Capped

Sticks”, and the hydrogen bonds were shown as “Yellow Dotted Line”).




