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Figure S1. (a) The semi-preparative HPLC of [*®F]1 and (b) The analytical HPLC of [*¥F]1. Co-

injection of nonradioactive standard 1 confirmed that the collected product was authentic.
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Figure S2. Competitive binding curves of cell-binding assays of compound 1 for (a) CXCR3A and

(b) CXCR3B
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ApoE Knockout Mouse-1 ApoE Knockout Mouse-2 C57BL/6 Mouse

Figure S3. Baseline PET and PET/CT images of two ApoE knockout mice and a C57BL/6 control
mouse presented in Figure 3. Atherosclerotic lesions and brown adipose tissues are indicated by red

arrows and blue arrows, respectively.



Figure S4. NMR and Mass spectra

(a) Methyl (S)-6-(4-(tert-butoxycarbonyl)-3-ethylpiperazin-1-yl)-5-chloronicotinate (4)
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1-K006-001 #64-156 RT:0.88-2.16 AV:93 NL: 6.87E7
T: FTMS + p NSI Full ms [120.00-1000.00]
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(b) Methyl (S)-5-chloro-6-(3-ethylpiperazin-1-yl)nicotinate (5)
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2-K006-004 #1-269 RT: 0.01-2.00 AV: 269 NL: 2.59E8
T: FTMS + p NSI Full ms [120.00-1000.00]
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(c) Methyl (S)-6-(4-(1-(tert-butoxycarbonyl)piperidin-4-yl)-3-ethylpiperazin-1-yl)-5-

chloronicotinate (7)
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3-K006-008 #1-275 RT:0.00-2.00 AV: 275 NL: 3.49E8
T: FTMS + p NSI Full ms [120.00-1000.00]
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(d) tert-Butyl (S)-4-(4-(3-chloro-5-(1,3,4-oxadiazol-2-yl)pyridin-2-yl)-2-ethylpiperazin-1-
yl)piperidine-1-carboxylate (8)
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iazole

-1-yDpyridin-3-yl)-1,3,4-oxadi

iperazin

(e) (S)-2-(5-Chloro-6-(3-ethyl-4-(piperidin-4-yp

(9)
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5-K006-010 #89-133 RT: 1.23-1.83 AV: 45 NL: 2.20E8
T: FTMS + p NSI Full ms [120.00-1000.00]
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(f) N-(4-Chloro-2-fluorobenzyl)-4-piperidinone (12)
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Relative Abundance

13C-NMR
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(g) Methyl (S)-5-chloro-6-(4-(1-(4-chloro-2-fluorobenzyl)piperidin-4-yl)-3-ethylpiperazin-1-
yDnicotinate (13)

6500
{ 6000
N / I
(o I I
}’ ! }{ U } } ” ”( /J‘ }(‘/ W}/ 5000
NN N .
\ N/ N N_<:> 3500
; \—§ 3000
2000
1500

1000

bbbt L

T Sod TS S

RN RS R AR Pa g i A B I -500

1.01=

T T T T T T T T T T T T T T T T T T T T T T T
11.0 105 100 95 90 85 80 75 70 65 6.0 50 45 40 35 30 25 20 1.5 1.0 05 0.0

5.5
1 (ppm)

161.88
160.23

1500

- 159.84
10.12

16522

S pEaabe

A

- 1400
1300
— 1200
3 ) /_\N_C
O\ \ N \ f 1100
1000
900
800
700
600
500
400

300

A AT

--100

T T T T T T T T T T T T T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 [

f1 (ppm)



13

-115.29
-115.30
-115.32

F-19 NMR

T T T
-10

T T T
-30 -50

T
-70

T
-90

. .
-130 -150
1 (ppm)

T
-110

T
-170

T
-190

T
-210

AL A B S B
-230 -250 -270 -290

6-K006-011 #78-102 RT: 1.07-1.40 AV: 25 NL: 1.22E8

T: FTMS + p NSI Full ms [120.00-1000.00]

100
95
90
85
80
75
70
65
60
55
50
45
40
35
30
25
20
15
10

5 186.22106

z=2
0 1 T WY YR |

284.11547 34921157 477.23683
=1 _z=l

509.18700
z=1

531.16867
z=1

581.72728
z=1 =2

\ l i L=
T T

713.26656
z=1

872.78096 962.90332
z=? z=?

400

T

T

T
600
m/z

LI s e s
500

LN S B B

T
900 1000

T
-310

- 14000

13000

12000

11000

{10000

9000

I-8000

-7000

6000

5000

{-4000

3000

{2000

1000

-1000



iperazin-1-

4-yl)-3-ethylp

iperidin-

le (1)

1aZ0

3-yl)-1,3,4-oxadi

1mn-

i

(h) (S)-2-(5-chloro-6-(4-(1-(4-chloro-2-fluorobenzyl)p

yDpyr

4500
4000
3500
3000
2500
2000
1500
1000
500
750
700

I 650
600
I 550
500
450
400
350
300
k250
k200
k150
k100
50

F-50

ET°0T —

8807 —
S9bT —

e 8E°0€ ~
- 651~
S9'vE —

150y —
L8P\
9L'2S

TZES ~\:
95'b5 —

20

30

40

50

60

70

cl

- m
T T T
50 45 4.0
f1 (ppm)

N
T
5.5

8LTIT
16'STT —
11911 7

% 6€°02T

£EPTT ~

6.0

|

6.5

17TET —
S = T

—_— w\/MS SO'LET —
_

10T

T
7.0

7.5

£5'PPT —

T
8.0

LETST —
— 00T

.5

92651
u c0091 X

Y0291 —
— =001 cezor/

S =00T |

8

T T
9.0

9.5

T
11.0 10.5 10.0
N

N

190 180 170 160 150 140 130 120 110 100 90 80
f1 (ppm)

200




o
]
5
— = k1200
4| F-19 NMR
O
\ P m 1100
\O - 1000
1 v
k900
a 800
k700
600
500
400
300
k200
k100
o
F-100
R B e e e e e e B e DR B e e B e B e s s B e S B
30 10 -10 -30 -50 70 90  -110  -130  -150  -170  -190  -210  -230  -250 270  -290  -310
f1 (ppm)
7-K006-012 #80-104 RT:1.10-143 AV:25 NL:193E8
T: FTMS + p NSI Full ms [120.00-1000.00]
519.18220
z=1
100
95
90
85
80
75
70
65
60
55
50
45
40
35
30
25
20
15
10
5 22607876 32214212 47915653 58201283 669.33374 767.07956  873.46937 971.80039
=t =1 =1 z=? =2 =2 =2 =2
o I N = SN | WV N AU U < SN
200 300 400 500 600 700 800 900 1000
m/z




