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1. Purity of key target compounds

Compounds Flow rate Mobile phase Column Retention time Purity
(mL/min) (CHsCN %) (Venusil MP (RT, min) (%)
C18)
15a 1 70 4.6 x 250 mm 10.08 95.3
15b 1 70 4.6 x 250 mm 7.54 98.0
15¢c 1 70 4.6 x 250 mm 7.06 98.3
16a 1 70 4.6 x 250 mm 9.24 96.3
16b 1 70 4.6 x 250 mm 7.36 96.0
16¢ 1 70 4.6 x 250 mm 6.55 98.5
17a 1 70 4.6 x 250 mm 8.56 95.4
17b 1 70 4.6 x 250 mm 7.16 98.4
17c 1 70 4.6 x 250 mm 6.30 97.9
18 1 70 4.6 x 250 mm 9.21 98.5
19 1 70 4.6 x 250 mm 16.02 95.8
2. Biodistribution of [**F]17a, [**F]18 and [***1]19 in normal ICR mice?
Organ 2 min 10 min 30 min 60 min
[*|F]17a (Log D = 2.36 + 0.09)
Blood 3.17+0.22 2.06 +0.19 1.59+0.18 1.35+£0.12
Brain 5.05+0.55 1.80£0.25 0.98 +0.17 0.83+0.06
Heart 5.82+0.42 2.44 +0.13 1.37+£0.18 1.20£0.17
Liver 1400+£1.16 1255+099 4.77+1.19 2.44 £ 0.50
Spleen 4.69 +1.04 2.44 +0.30 1.18+0.28 1.00 £ 0.22
Lung 10.30+1.63 543+1.31 1.66 £ 0.27 150+ 0.51
Kidney 13.72+1.89 7.59+1.03 2.58 +0.76 1.55+0.23
Pancreas 9.91+1.48 3.09+0.19 1.23+£0.18 0.95+0.12
Muscle 3.23+0.38 1.94 +£0.38 1.12+£0.13 0.84 £ 0.08
Bone 2.04 £ 0.36 1.15+0.34 1.49+£1.02 2.50+£0.42
Stomach® 2.87 £ 0.58 3.51+0.52 2.02+1.31 0.77 £ 0.38
Intestine” 1051+0.39 29.69+275 48.02+299 48.90+4.96
[*8F]18 (Log D = 3.14 + 0.03)
Blood 2.57 +0.13 2.29+0.13 2.12+0.45 1.28+0.34
Brain 6.24 +0.27 3.35+0.32 1.35+£0.05 0.78 + 0.07
Heart 5.41 + 0.66 2.62+0.13 1.67+£0.12 1.04 £0.33
Liver 1573+3.11 19.33+1.16 13.2+1.09 9.16 + 2.40
Spleen 408+044 498 +0.55 1.94+£0.16 1.48 £ 0.65
Lung 8.90 +0.99 4.70+0.43 2.90 £ 0.27 2.14 +0.44
Kidney 10.68+0.80 8.81+0.71 7.79+£0.36 4.36 +1.27
Pancreas 10.30+0.82 7.20+1.60 3.00+0.12 1.77 £ 1.46
Muscle 3.17+0.38 1.79+1.17 1.04 £0.24 0.76 £ 0.19
Bone 2.66 £0.14 2.36 £ 0.15 3.78 +0.51 3.87 £ 0.62
Stomach® 2.36 +£0.21 3.63+0.36 3.57+ 152 2.39+0.72




Intestine®

Blood
Brain
Heart
Liver
Spleen
Lung
Kidney
Pancreas
Muscle
Thyroid
Stomach®
Intestine”

592+0.79  15.09+227 24.05+7.87
[**1119 (Log D = 3.31 + 0.31)
3.71+0.75 180+0.16 1.33+0.21
2.06+0.16 172+0.15 1.36+0.18
401+019 213+0.19 1.42+0.18
2758+155 23.98+1.05 20.16+1.61
516+0.64 3.49+0.27 2.86+0.60
6.73+0.84 354+0.38 3.04+0.53
7.05+050 555+0.66  4.94+0.88
487+034  375+0.63 3.44+0.29
244+054 137+015 1.02+0.30
0.07+0.004 0.04+0.01  0.03+0.004
152+0.08 194+021 3.15+0.58
524+058  16.09+257 33.41+4.02

36.62 + 8.28

1.02 +0.22
1.04 +0.17
1.09+0.31
14.78 £ 0.39
241+0.61
2.05+0.46
3.88£0.70
2.64+£0.41
0.63+£0.09
0.04 +£0.01
1.94 +0.46
37.95+3.89

 Expressed as % injected dose per gram. Each value represents the mean SD for 5-6

mice.

® Expressed as % injected dose per organ.

3. NMR and HRMS (EI) spectra of key target compounds

'H-NMR for compound 15a
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B3C-NMR for compound 15a
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HRMS for compound 15a

Elemental Composition Report . Page 1
Single Mass Analysis x Z AN

Tolerance = 3.0 PPM / DBE: min=-1.5, max = 100.0 |

Element prediction: O P! .

Mumber of isotape peaks used for i-FIT = 2 \/N N el

Monoisotopic Mass, Even Eleciron lons

2484 formula(e) evaluated with 3 results within limits (up to 100 cosest results for sach mass)
Elemants Lised

C:0-30 H:050 W05 011 S:03 F0-2

CHM-C-N-1 47 {D.801)

TOF MS AP
1. Toe=004
100 30 1608
W
32.1TE

o Mo 398} M20008 3434428 B sl 1 -

341,00 i a7 0o a2 50 3300 RoER
Minimim:
Mo dmuam: 3.0 3.0 100.0
Hans Calec. Mass mba PEM DBE i=-FIT Farmula
141, 1BER 341,1685 0.3 10, 1087 C20 HIZ W2 O F W

341.1672 -0.8 =1.8 1.5 665, 6 Cll H25 B4 OB

341.165% 0.7 2.1 1.5 516.2 Ci12 H2E W4 O 8 F



'H-NMR for compound 15b
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3C-NMR for compound 15b
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HRMS for compound 15b

Elemental Composition Report o Page 1
Single Mass Analysis
Tolerance = 20 PPM / DBE: min = -1.5, max = 100.0 NS -~
Elrmant pradiction: Off | ,
Mumber of solope peaks used for i-FIT =2 Ny N o
Meoncisotops: Mass, Even Electron lona |
2878 formulale) evalustad with 8 resutts within Emits (up to 100 best isctopic matches for each mass)
Elemenis Used:
C.0-100 H:0-150 M:0-24 O:0-10 F.0-5
CHMAN-C-1 15 (0 498)
TOF MS AP+
3 Tig+0003
o LFE R
b
3421
3431618
130 1392 312917 | M308 344 1783
& s | a6 1005 Mo
2905 3400 31,0 3420 330 40 ETEY M8 0 M1 344 0 400
5 3, 00,0
Mass Calc. Mass mita PPH =15 |-FIT
J41l.1664 1. 16658 & e | 1 Fo
341.1654 1.0 2.5 3.0
41,1681 0.3 0.% 0.5 Fi
Jd4L.LE72 =0 .8 S | Ti1.E6
341.1659 0.5 3.5 71.8
341.1672 3.9 -2.6 128.9
JM1.1E70 0.8 -1.8 136.2
I41.1657 0.7 3.1 -1,% 183.§
1
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3C-NMR for compound 15¢
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HRMS for compound 15c¢
Elemental Composition Report Page 1
)

Single Mass Analysis
Tolerance =30 PPM { DBE: min = -1.5, max = 100.0 AN N G N
Element prediction: O
MNumber of sotope peaks used for i-FIT =2 .

Ny N o TN

Monoisolopic Mass, Even Electron lons

2898 formudale) evaluated with 7 results within limils (up to 100 bq-u!||:uh:|p||: matches far aach mass)
Elements Usad

C: 0100 H:0-150 N-0-24 O:0-10 F.0-5

CXMA-MN-M-1 T 0930

TOF M5 APs
5.02e+00
1517
100 342 161
%
340,178
3420920 343 2643 344 1710
ol isew e ——
342 00 T 50 4300 M350 34400 344 50 345,00 3550
5 = 0]
Hass 3l Hass nha PEM DB, T Formuls




'H-NMR for compound 16a
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B3C-NMR for compound 16a
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HRMS for compound 16a

Elemental Composition Roport = Page 1
Single Mass Analysis N % N
Tolerance=30PPM / DBE: min=-15 max= 1000 |
Elernant prediction: Off o
Number of isotope peaks usad for (FIT = 2 Ny N ST
Monoisobopec Mass, Even Eleciron lons
3862 formulaie) evaluabed with T results within limis (up 1o 100 best isotopic matches for each mass)
Elements Used:
C:0-100 H D150 M O24 Q010 F:D5
CHM-C-H-2 3 (D O5 1}
TOF M5 AP+
3 25e+003
— 358.1933
L =
| 388.2109
387 2200
o L2208 WO |71 W05 M40 201 3514
3200 A 3500 34800 3T 00 388,00 600 /000 L]
Minims: -1.8
Haxima=: E.0 3.0 100.0
Hans Cale. Mass mDa PEM DBE L-FIT Farmila
385.1933 M5.1907 0.6 1.8 10.% 7.2 Ci2 H& NZ O} F W
385,193 0.6 =1.6 6.5 18,2 Gl H27 N2 o4 F2
385.193% 0.2 0.5 1.5 104, 8 CL3 H2D M4 0%
385.1923 1.0 2.6 3.8 104. B C12 HI4 ®E a3 'm
35,1933 =0.2 =0.3 0.5 1%8.3 Ch HID HE 4 M
38%5.1932 0.1 2.3 . 161.3 €1 K22 HI4 04 F
385, 1944 1.1 -2.9 ~0.5 2219.3 Cd HEI3 MWi4 08 P2
1
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B3C-NMR for compound 16b
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HRMS for compound 16b
Elemental Composition Report A Page 1
Single Mass Analysis S N A
Tolerance = 3.0 PPM | DBE: min = -1.5, max = 100.0 |
Element prediction: Off v o
Number of ieotops peaks used far HFIT = 2 \T v o NN

; o Mass, Even Elecliron lons
3862 tormulale) evaluated with 10 results within Emits (up to 100 best isotopic raabches for each mass)
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] 1
bt PR H.0 3.¢ 1
Mass Calc. Mass mia FEM DBE 1=FIT
IBL. 128 W5 1018 1.0 2.6 4.5 sfa a2
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'H-NMR for compound 16¢
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3C-NMR for compound 16¢
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HRMS for compound 16¢
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 30PPM | DBE min = -1 5, max = 1000
Elament predaction: Off

Nummber of isatope peaks used for =FIT = 2 \N

Manoisoiopic bass, Even Elactron lons )
3ERT formulae) evaluated with 7 results withan limits (up to 100 best isotopic malches for each mase)
Elements [Jaed )
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COOMN-N-Z 16 3T
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%
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B3C-NMR for compound 17a
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HRMS for compound 17a
Elemental Composition Repert
Page 1
o <]
Single Mass Analysis
Tolgtance = 50 PPM ! DBE min=-15 max = s0.0
Element prediction: O
Number of isclope peaks used far i-F1T = 3 o F
b NS N N S W N
Hnnunraui-uplrc. MMass, Evan Electron lons
5554 lormulale) evaluated with 18 resubis withn limits (up 1o 50
s e closest resulis for sach mass)
C:0-50 H:O-B0 MN:0-5 OD040 F o5 502
TM-P3-F 88 {1 A28
TOF M5 ES+
100 292183 e
%
1
7 429 bran _ _ 439 7334
£28.80 420.00 FEE 420 40 42080 429 50 43000 o
5.0 50,5
Haga ablc. Masa nba FrM DBE FIT Formula
§29,2143 -1.8 . n'a F
G 3 i
1.4 3,3 1 i o
0.9 3.1 0. n
1.6 10.5% fi 'r
-0 4 -0.58 6.5 nJ :
0. 2,0 L.5 T : :I' :
1. 3 L 4.5 nd :
e d i 14.5% n/a
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'H-NMR for compound 17b
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3C-NMR for compound 17b
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HRMS for comnoiind 17h
Elemental Compaosition Report Page 1

Single Mass Analysis

Iq:ﬁe?anc-E:aDF'PM ! DBE min=-15 max= 1000 AN x Z

Elgment prediction: Off | . )
Mumber of sotope peaks used for -FIT = 2 N N N NP

Monoisol Mass, Even Electron iens |

4026 fnn:5|';r_=a eyaluatad with 15 results within imas (up 10 100 Dest isolopc mMElthes for each mass)
Elements Lised

C 0100 H 0-150 N 024 O 010 F:0-5

CHMAN-C-3 20 (0347

TOF WS AP«

2 BDes 002
AL
100
%
4302027
4312278
- 432 2339 4332411
0 = miz
T e 47950 430 60 430,50 42100 £21 80 437 00 437 50 4300 43350
"-:*._ L) 1
I 0= FIT w1l
Mass aic, Mass ala Fom o= i T rmala
1 i 105 5 04 F
""""" 2 -3 15, 7 F
B i}
| ; L8 F
- -1 12.53 2.4
0.5 e ' 4.1 - F
|.-_.. - 1 L,
-0 B 4 +5 4}
.4 1, 5 L1 i ] :_
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H-NMR for compound 17¢
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3C-NMR for compound 17¢
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Elemental Composition Report Page 1

Single Mass Analysis
Toerance = 30 PPM ! DBE min=-15 max= 1000
Elernent predicion: Off

Number of isolope peaks used for -FIT = 2

F
~u Ny N I e N\
Monoisalopic Mass, Even Electron bons l
2856 formula(e) evaleated with & resuits withm bmits (up 10 100 bes! Sotopes matches for each mass)
Elemenis Lsed

C:0-60 H:080 W 00 O010 F 05
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'H-NMR for compound 18
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HRMS for compound 18

Elemental Composition Report o
Single Mass Analysis AN N G
Tolerance = 3.0 PPM |

Element predicton: O
HNumbar of isotope peaks used for FIT = 2

DBE- men = -1.5, max = 100.0 |
Ny N/

Monoisolopis hass, Even Electron lons

2032 formulale) evaluated with 7 results within imits (up 10 100 best isofopec matches for each mass)
Elements Used

C 0100 M 0-150 M D-24
CHMNLCF 5 (0 08%5)

TOF WS AP

O 010 F. 05

T 10
100 297 1402

208 1593
290 1804

P L] 300 1640

:"96':!&-‘2 FoE 1518 300 R4

30000 100 50

ZUT a408
T 50

L
297 00 I98.00 288 50 9% 00 99 50 301 00 M50 Mg 00

Maximam:

Mans i Man

T

-NMR for compound 19
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3C-NMR for compound 19
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'H-NMR for compound 20
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MS for compound 20

a2

PEGI-OH-LES 17 (181 Cn

ne

1 D2edi

44 4

OH

Wa P

F

N

a1

75l

un 40 450 550 E) 00 BEd :

Ana



'H-NMR for compound 21

. M -3
(@)
N
z—0 L=
o
AR L — m’ ‘w TN.M B
FASIIRY N Farg[ =
_sm_m/ /A \AN 2
707 S S - By | <
Bv8IE~ - ° - Na
0o
I — _ Fuz =
826 — S L Faf 2
Em@
298y =
- =
0YLS R =
/ o [
10289 oY
B8’ t
78089 =
29689 o
BBLE I = w\mu_ 2
L iy ™ @ | =
. b 901
Ledd L ] Fay
8085 — = - wmm,w‘m
2089~ = = i
BUGLL 7 S fill =
i ol
nEE - L Fan

MS for compound 21
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'H-NMR for compound 22
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