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Figure S1. 'H NMR spectrum of compound Al
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Figure S2. 13C NMR spectrum of compound Al
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Figure S4. *H NMR spectrum of compound A2
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Figure S5. 3C NMR spectrum of compound A2
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Figure S8. 1*C NMR spectrum of compound A3
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Figure S9. HRMS spectrum of compound A3
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Figure S10. *H NMR spectrum of compound A4
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Figure S11. 33C NMR spectrum of compound A4
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Figure S12. HRMS spectrum of compound A4
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Figure S13. *H NMR spectrum of compound A5
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Figure S15. HRMS spectrum of compound A5
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Figure S16. *H NMR spectrum of compound A6
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Figure S17. *3C NMR spectrum of compound A6
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Figure S18. HRMS spectrum of compound A6
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Figure S20. *3C NMR spectrum of compound A7
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Figure S21. HRMS spectrum of compound A7
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Figure S22. *H NMR spectrum of compound A8
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Figure S23. *3C NMR spectrum of compound A8

C10#45 RT:0.45 AV:1 NL:345E5
T: FTMS + p ESI Full ms [100.0000-1300.0000]
208.08731
C17His O3 NF = 298.08740

1004 -0.29253 ppm

95
907
85
807
753
703
651
60 297.23950
55 298.34650
507
a5
407
35
307
25
203
20727866

155 298.24301

e |

T T T T ABans hamas naan aaaas A O AR aanas Raans aanss nncas Ranas aeane ansas | T
297.2 297.4 297.6 297.8 298.0 298.2 298.4 298.6 298.8 299.0

miz

Figure S24. HRMS spectrum of compound A8
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Figure S25. *H NMR spectrum of compound A9
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Figure S27. HRMS spectrum of compound A9
I& SEELnesay8I22Es 22a23 2& 0 g
o0 o ool ieieie NN 0 AN =
o0 o0 L o e e e e Lot ol ol ol ol ol o cencenen o, —_—— =)
Fol e B ——= - [
400 MHz
CDCI,
o]
\ NH S
F (0] (o]
I
1
1
‘ | Jt _/\_JL_,\_J
[
s T By T T
o O — oo o™ w
S & S S S -
—-_—o - o~ o o
T T T T . . . T T T T T
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00

f1 (ppm)

Figure S28. *H NMR spectrum of compound B1
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Figure S36. HRMS spectrum of compound B3



400 MHz
CDC1,

FETE

Fego
=zl

%
I
> <
~
NH

91|

—

ANMNMTOHDONODOANMTNDONOODO
A A A A A A A A AN

N M
N NN

4.0

5.0

6.0

0.0
101 Milz
CDCl,

0.5

966°¢1—

[€5°CT~
$99°9T~
0TE6T~
8SH' 1€

1.0

1.5

6L6'6E—

2.0

2.5

3.0

35

m_h.o._../

wwm.nh\

45
f1 (ppm)

5.5

6L1'F01~,
17t 017
0L9°€11
106°€11
ILFSTI
96t SI1
PSE LI
6LV LTI
TSSIEL
£99°1€1

6.5
Figure S37 'H NMR spectrum of compound B4

7.0

7.5

8.0

SSS'LYI—

909'$51y
PELSS]
680°191
1611917
oom.vo%
8TI'L9]

8.5

9.0

SO ON~NODO A NM
NANANNNNOMOM®OM

< 0 ©
MmoMmom

NOOODOTANMITLONWOO
OOOITITITITITITTIIT WO

—
o]

40

50

150 140 130 120 110 100 9 8 70
f1 (ppm)
Figure S38. *3C NMR spectrum of compound B4

160

170

NMOITHONODO
LOWOLLWLWLWLWLWwO

N M
O © ©

< 0
O ©



©CO~NOOOTA~AWNPE

B9 #49 RT:0.48 AV:1 NL: 8.03E8
T: FTMS + p ESIFull ms [100.0000-1300.0000]

29213388
C1sHio O3 NF =292.13435
1004 -1.60048 ppm
95
905
857
807
753
703
651
605
557
507
a5
403
35
303
257
20*; 293.13718
154
107
EE
ol 284.33109 286.31024 288.12265 290.13806 291.12912 204.14014 296.08868 298.14209 299.14545 301.14053
I e i e I I e e e R
283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302
miz
Figure S39. HRMS spectrum of compound B4
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Figure S69. HRMS spectrum of compound B14
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Table S1. The single crystal XRD data of A6

compounds A6
Chemical formula C16H16FNO3
Formula weight 289.30
Temperature (K) 273.15
Wavelength 1.54178
Crystal system triclinic
Space group P-1
a(A) 6.2002(2)
b (A) 9.7846(4)
c(A) 12.3705(4)
a (°) 92.156(2)
B () 99.798(2)
7 (°) 106.066(2)
Volume (A3) 707.79(2)
Cell formula units Z 2
Density (calculated)(g/cm?) 1.357
Absorption coefficient p (mm™) 0.857
F(000) 304.0
Crystal size (mm?) 0.22x0.2x0.18
Radiation A=154178
Theta range for data collection 9.444 10 133.124
Reflections collected 6906
Independent reflections 2024[R¢iny = 0.0509, Rsigmay = 0.0540]
Data / restraints / parameters 2404/0/190
Goodness-of-fit on F? 1.080

Final R indices [I>20(1)]
Final R indices [all data]

R1=0.0609, wR2 = 0.1603
R1 =0.0666, wR2>= 0.1664
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Table S2. The single crystal XRD data of B11

compounds B11
Chemical formula C1gH14FNO3
Formula weight 311.30
Temperature (K) 273.15
Wavelength 1.54178
Crystal system triclinic
Space group P-1
a(A) 7.140
b (A) 8.000
c(A) 14.400
a (°) 98.00
B () 96.27
7 (°) 113.48
Volume (A3) 734.7
Cell formula units Z 2
Density (calculated)(g/cm?) 1.407
Absorption coefficient p (mm™) 0.874
F(000) 324.0
Crystal size (mm?) 0.22x0.2x0.18
Radiation A=154178
Theta range for data collection 12.312 to 134.224
Reflections collected 2588
Independent reflections 2588[Rint) =0, Rsigmay = 0.0274]
Data / restraints / parameters 2588/0/210
Goodness-of-fit on F? 1.212

Final R indices [I>20(1)]
Final R indices [all data]

R1=0.0842, wR> = 0.2641
R1 =0.0963, wR> = 0.2844
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Table S3. The single crystal XRD data of C2

compounds Cc2
Chemical formula C13H12FNO3
Formula weight 249.24
Temperature (K) 296
Wavelength 0.71073
Crystal system triclinc
Space group P-1
a(A) 5.140(3)
b (A) 10.708(6)
c(A) 11.455(6)
a (°) 109.331(13)
B () 95.618(12)
7 (°) 99.899(11)
Volume (A3) 577.9(5)
Cell formula units Z 2
Density (calculated)(g/cm?®) 1.432
Absorption coefficient p (mm™) 0.113
F(000) 260.0
Crystal size (mm?) 0.22x0.2x0.18
Radiation A=0.71073
Theta range for data collection 3.274 t0 24.977
Reflections collected 11135
Independent reflections 1944[Rinty = 0.1163, Rysigma) = 0.1183]
Data / restraints / parameters 1944/0/152
Goodness-of-fit on F? 1.005

Final R indices [I>20(1)]
Final R indices [all data]

R1=0.1278, wR> = 0.2157
R1 =0.2408, wR2= 0.2538
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Table S4. The single crystal XRD data of C7

compounds (o
Chemical formula C16H16FNO3
Formula weight 289.30
Temperature (K) 273.15
Wavelength 1.54178
Crystal system monoclinic
Space group C2/c
a(A) 24.9849(4)
b (A) 5.50780(10)
c(A) 20.0851(3)
a (°) 90
B () 96.2800(10)
7 (°) 90
Volume (A?) 2747.36(8)
Cell formula units Z 8
Density (calculated)(g/cm?®) 1.399
Absorption coefficient i (mm™?) 0.883
F(000) 1216.0
Crystal size (mm?) 0.22x0.2x0.18
Radiation A=154178
Theta range for data collection 7.118 to 144.282
Reflections collected 12021
Independent reflections 2660[Rinty =0.0556, Rsigma) = 0.0568]
Data / restraints / parameters 2660/0/191
Goodness-of-fit on F? 1.321

Final R indices [I>20(1)]
Final R indices [all data]

R1=0.0865, wR2 = 0.2795
R1 =0.0902, wR>=0.2872




