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1. General Information

All the reagents and solvents were purchased from commercial sources and used
without further purification. All reactions were monitored by using TLC. Column
chromatography was performed with silica gel (100-200 mesh) as the stationary phase.
All NMR spectra were recorded on Bruker-400 MHz spectrometer and Bruker-500
MHz spectrometer. Chemical shifts are reported relative to the residual signals of
tetramethylsilane in CDCl; *H and *C NMR spectroscopy. Multiplicities are reported
as follows: singlet (s), doublet (d), doublet of doublets (dd), doublet of triplets (dt),
triplet (t), quartet (q), multiplet (m). HRMS were measured on the Bruker-impact 11
and Agilent-Q-TOF6510 instruments.

2. Synthesis of the Starting Materials.

1) General Procedure for the Synthesis of gem-Difluoroalkenes.
The known gem-Difluoroalkenes were prepared according to the literatures, and all

the spectra data are in agreement with the reports.*

R, Rz
A + F,CICOONa + PPhy — 3 R Xﬁ/F
R O
1 F
2) Typical procedure for the preparation of benzenesulfonothioate. %
3. General Procedure for the a-Trifluoromethyl Sulfides.
Ro CsF R:;S. R,
mF + PhSO,SR; 15-crown-5 /©)SVF
DMF
R1 F R1 F F
1 2 3
Condition A:

General Procedure for the Synthesis of 3a-3c, 3f, 4a-4c, 4e.
A mixture of 1 (0.15 mmol), 2 (2 equiv), CsF (3 equiv) and 15-crown-5 (1 equiv)

in DMF (1.5 mL) under N2 atmosphere was stirred at 60 °C for 2 h. The reaction

mixture was filtered on celite and evaporated under reduced pressure, and purified by
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column chromatography to give the desired product.
General Procedure for the Synthesis of 3g-3r, 4d.
A mixture of 1 (0.15 mmol), 2 (2 equiv), CsF (3 equiv) and 15-crown-5 (1 equiv)

in DMF (1.5 mL) under Nz atmosphere was stirred at 60 °C for 4h. The reaction
mixture was filtered on celite and evaporated under reduced pressure, and purified by

column chromatography to give the desired product .
General Procedure for the Synthesis of 3d-3e, 4f-4h.
A mixture of 1 (0.15 mmol), 2 (4 equiv), CsF (4 equiv) and 15-crown-5 (1 equiv)

in DMF (1.5 mL) under Nz atmosphere was stirred at 45 °C. After the reaction was
completed (determined by TLC analysis), the reaction mixture was filtered on celite
and evaporated under reduced pressure, and purified by column chromatography to

give the desired product.

Condition B:
General Procedure for the Synthesis of 3a-3c, 4a-4c.

A mixture of 1 (0.15 mmol), 2 (2 equiv), and CsF (2 equiv) in DMF (1.5 mL)
under N2 atmosphere was stirred at 50 °C for 10 h. The reaction mixture was filtered
on celite and evaporated under reduced pressure, and purified by column

chromatography to give the desired product.

4. Gram-scale Reactions.

CsF SMe
/@)\(F + PhSO,SMe 15-crown-5 (1 equiv) . /©)<|<|E
F DMF F
EtO,C EtO,C

45°C

1b (3.5 mmol) 2a (4 equiv) 4a, 75%

A mixture of 1a (3.5 mmol), 2a (4 equiv), CsF (4 equiv) and 15-crown-5 (1

equiv) in DMF (30 mL) under Nz atmosphere was stirred at 45 °C. After the reaction

was completed (determined by TLC analysis), the reaction mixture was filtered on

celite and evaporated under reduced pressure, and purified by column

chromatography to give the desired product 4a (0.7680 g, Yield = 75%, pet.
ether/EtOAc = 30/1).
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5. Synthetic application of a-Trifluoromethyl Sulfides.

e
s P9

S-s 4J~o)\f‘ f‘f}‘l
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X e

o ! + PhSO,SS'Bu 15-crown-5 o -
DMF ﬁ
45°C O L

1a 5a 6a CCDC:2111933

F RS R, F
mCPBA mCPBA F
o F F F —8 > O, F
from 3a F F DCM, rt.1.5h o

DCM,0°C,5min Ry P

dr=1:1 from 3a, 8a, 96% (R = Me)
from 3j, 8b, 94% (R = 4-NO,C¢H,)

1) Synthesis of 6a. A mixture of 1a (0.15 mmol), 2 (4 equiv), and 15-crown-5 (1
equiv) in DMF (1.5 mL) under Nz atmosphere was stirred at 45 °C. After the reaction
was completed (determined by TLC analysis), the reaction mixture was filtered on
celite and evaporated under reduced pressure, and purified by column
chromatography to give the desired product 6a.

2) Synthesis of 7a. To an oven-dried 25 mL flask was added 3 (0.1 mmol),
m-CPBA (1 equiv), DCM (1.0 mL). The reaction was allowed to stir at 0 °C under
air for 5 min. Then the reaction was quenched by saturated NaHCO3 solution (10 mL),
extracted by DCM (3 <10 mL). The combined organic layers were dried over Na;SOy,,
filtered, concentrated, and the residue was purified by silica gel column
chromatography (petroleum ether/ethyl acetate = 1:1) to afford the product .

3) Synthesis of 8a and 8b. To an oven-dried 25 mL flask was added 3 (0.1 mmol),
m-CPBA (2 equiv), DCM (1.0 mL). The reaction was allowed to stir at r.t. under air
for 1.5 h. Then the reaction was quenched by saturated NaHCO3 solution (10 mL),
extracted by DCM (3 <10 mL). The combined organic layers were dried over Na;SOy,,
filtered, concentrated, and the residue was purified by silica gel column

chromatography (petroleum ether/ethyl acetate = 2:1) to afford the product.
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6. X-ray Crystallography Data

[
Z
Q
m M

CCDC:2111934

CCDC 2111934 (4d) contain the supplementary crystallographic data for this
paper. These data can be obtained free of charge from The Cambridge

Crystallographic Data Centre.

%
;

CCDC:2111933 6a

CCDC 2111933 (6a) contain the supplementary crystallographic data for this
paper. These data can be obtained free of charge from The Cambridge

Crystallographic Data Centre.
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7. Characterization Data

3a

Yield: 90% (colorless oil, 37.5 mg, pet. ether/EtOAc = 30/1). 'H NMR (400
MHz, CDCl3) & 8.04 (d, J = 8.8 Hz, 2H), 7.71 (d, J = 8.1 Hz, 2H), 3.93 (s, 3H),
1.94 (s, 3H), 1.87 (s, 3H). **C NMR (101 MHz, CDCls) & 166.5, 142.0, 129.8,
129.6, 128.0 (d, J = 2.0 Hz), 127.5 (q, J = 284.8 Hz), 54.5 (q, J = 26.3 Hz), 52.2,
22.2 (d, J = 1.0 Hz), 13.6 (d, J = 1.0 Hz).*F NMR (376 MHz, CDCls) & -70.15.
IR (neat): 2952, 1724, 1612, 1436, 1276, 964, 862, 757 cm™. HRMS (ESI, m/z)
calcd for C12H13F30,S [M+H]" 279.0661, found 279.0661.

3b

Yield: 95% (colorless oil, 41.6 mg, pet. ether/EtOAc = 30/1). *H NMR (400 MHz,
CDCl3) & 8.03 (d, J = 8.7 Hz, 2H), 7.72 (d, J = 7.9 Hz, 2H), 3.93 (s, 3H), 2.56 - 2.44
(m, 1H), 2.38 - 2.25 (m, 1H), 1.88 (s, 3H), 1.10 (t, J = 7.6 Hz, 3H). *C NMR (101
MHz, CDCls) § 166.5, 142.6, 129.7, 129.6, 128.7, 128.0 (q, J = 283.8 Hz), 127.9 (d, J
= 1.0 Hz), 55.1 (g, J = 27.3 Hz), 52.2, 24.5, 22.7, 13.4. **F NMR (377 MHz, CDCl5) &
-70.35. IR (neat): 2952, 1724, 1612, 1438, 1274, 968, 859, 757 cm™. HRMS (ESI,
m/z) calcd for C13H15F30,S [M+H]" 293.0818, found 293.0811.



3c

Yield: 85% (colorless oil, 40.8 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
CDCls) & 8.03 (d, J = 8.7 Hz, 2H), 7.72 (d, J = 8.2 Hz, 2H), 3.93 (s, 3H), 2.49 - 2.44
(m, 1H), 2.30 - 2.25 (m, 1H), 1.88 (s, 3H), 1.46 - 1.38 (m, 2H), 1.34 - 1.28 (m, 2H),
0.82 (t, J = 7.3 Hz, 3H). °C NMR (126 MHz, CDCl3) & 166.5, 142.6, 129.7, 129.5,
127.9 (d, J = 1.3 Hz), 127.3 (q, J = 283.5 Hz), 55.0 (q, J = 27.7 Hz), 52.2, 30.6, 30.0,
22.8 (d, J = 1.3 Hz), 21.9, 13.5. F NMR (471 MHz, CDCls) & -70.28. IR (neat):
2953, 1730, 1612, 1459, 1276, 970, 859, 762 cm™. HRMS (ESI, m/z) calcd for
Ci15H19F30,S [M+H]" 321.1131, found 321.1114.

3d

Yield: 72% (colorless oil, 24.8 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
CDCl3) & 8.03 (d, J = 8.7 Hz, 2H), 7.73 (d, J = 8.2 Hz, 2H), 3.93 (s, 3H), 2.41 (g, J =
2.5 Hz, 1H), 2.19 (g, J = 2.5 Hz, 1H), 1.87 (s, 3H), 0.80 - 0.75 (m, 1H), 0.50 (d, J =
2.5 Hz, 2H), 0.10 (g, J = 1.2 Hz, 2H). *C NMR (126 MHz, CDCl5) § 166.5, 142.6,
129.7, 129.6, 127.9 (d, J = 1.3 Hz), 127.8 (q, J = 173.9 Hz), 55.0 (q, J = 26.5 Hz),
52.2, 36.4, 22.9, 9.7, 5.6 (d, J = 2.5 Hz). *°F NMR (471 MHz, CDCl3) & -70.26. IR
(neat): 2960, 1725, 1612, 1438, 1276, 967, 860, 757 cm™. HRMS (ESI, m/z) calcd for
Ci5H17F30,S [M+H]" 319.0974, found 319.0967.
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Yield: 68% (colorless oil, 21.1 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,

CDCls)  8.04 (d, J = 8.7 Hz, 2H), 7.73 (d, J = 8.3 Hz, 2H), 3.93 (s, 3H), 2.67 - 2.62
(m, 1H), 2.50 - 2.44 (m, 1H), 2.30 (td, J = 7.4, 2.6 Hz, 2H), 2.00 (t, J = 2.7 Hz, 1H),
1.89 (s, 3H). *C NMR (126 MHz, CDCl3) & 166.4, 142.2, 129.9, 129.7, 127.9 (d, J =
2.5 Hz), 127.2 (d, J = 283.5 Hz), 81.7, 69.8, 69.8, 55.4 (q, J = 26.5 Hz), 52.3, 29.3,
22.3 (d, J = 2.5 Hz), 18.8. *F NMR (471 MHz, CDCls) & -70.18. IR (neat): 3298,
2951, 1723, 1612, 1436, 1277, 966, 862, 767 cm™. HRMS (ESI, m/z) calcd for
CisH15F30,S [M+H]" 317.0818, found 317.0819.
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Yield: 88% (colorless oil, 49.4 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
CDCl3) § 8.03 (d, J = 8.7 Hz, 2H), 7.72 (d, J = 8.2 Hz, 2H), 4.07 (d, J = 2.4 Hz, 2H),
3.93 (s, 3H), 3.43 (t, J = 6.0 Hz, 2H), 2.52 - 2.47 (m, 1H), 2.41 (t, J = 2.3 Hz, 1H),
2.33-2.28 (m, 1H), 1.88 (s, 3H), 1.61 - 1.48 (m, 4H). *C NMR (126 MHz, CDCls) &
166.5, 142.5, 129.8, 129.6, 127.9 (d, J = 2.5 Hz), 127.3 (d, J = 283.5 Hz), 79.8, 74.2,
69.2, 58.0, 55.1 (g, J = 26.5 Hz), 52.2, 38.7, 30.1, 28.5, 25.2, 22.8 (d, J = 2.5 Hz). °F
NMR (471 MHz, CDCl3) & -70.28. IR (neat): 3296, 2946, 2856, 1723, 1612, 1439,
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1276, 865, 720 cm™. HRMS (ESI, m/z) calcd for CigHo1F303S [M+H]" 375.1236,
found 375.1247.

Yield: 93% (colorless oil, 47.4 mg, pet. ether/EtOAc = 15/1). 'H NMR (400 MHz,
CDCl3) § 8.01 (d, J = 8.5 Hz, 2H), 7.68 (d, J = 8.5 Hz, 2H), 7.39 - 7.30 (m, 3H), 7.26
- 7.20 (m, 2H), 3.92 (s, 3H), 1.79 (s, 3H). *C NMR (101 MHz, CDCl3) & 166.5, 142.3,
137.6, 130.0, 129.9, 129.4, 129.4, 128.7, 128.2 (d, J = 1.0 Hz), 126.8 (q, J = 284.8
Hz), 57.3 (g, J = 26.3 Hz), 52.2, 21.4 (d, J = 2.0 Hz). **F NMR (376 MHz, CDCl3) &
-70.14. IR (neat): 2951, 1723, 1437, 1279, 855, 752 cm™. HRMS (ESI, m/z) calcd for
C17H15F302S [M+H]" 341.0818, found 341.0814.

Yield: 96% (colorless oil, 51.0 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) 8 8.01 (d, J = 8.6 Hz, 2H), 7.68 (d, J = 8.4 Hz, 2H), 7.23 (d, J = 8.2 Hz, 2H),
7.04 (d, J = 8.0 Hz, 2H), 3.92 (s, 3H), 2.31 (s, 3H), 1.77 (s, 3H). °C NMR (126 MHz,
CDCI3) 6 166.6, 142.4, 140.3, 137.5, 129.9, 129.5, 129.4, 128.2 (d, J = 1.3 Hz), 126.9
(q, J = 284.8 Hz), 125.9, 57.1 (g, J = 26.5 Hz), 52.2, 21.3 (d, J = 1.3 Hz), 21.3. *°F
NMR (376 MHz, CDCls) & -70.15. IR (neat): 2924, 1724, 1459, 1281, 811,717 cm™.
HRMS (ESI, m/z) calcd for C1gH17F30,S [M+H]" 355.0974, found 355.0965.



3i

Yield: 98% (white solid, 54.4 mg, pet. ether/EtOAc = 15/1). 'H NMR (500 MHz,
CDCl3) & 8.01 (d, J = 8.6 Hz, 2H), 7.66 (d, J = 8.3 Hz, 2H), 7.27 (d, J = 8.8 Hz, 2H),
6.76 (d, J = 8.9 Hz, 2H), 3.93 (s, 3H), 3.78 (s, 3H), 1.77 (s, 3H). *C NMR (126 MHz,
CDCl3) 6 166.6, 161.1, 142.3, 139.2, 129.9, 129.4, 128.1 (d, J = 2.5 Hz), 126.9 (q, J =
283.5 Hz), 120.1, 114.2, 57.1 (g, J = 26.5 Hz), 55.3, 52.2, 21.2 (d, J = 2.5 Hz).”*F
NMR (376 MHz, CDCls) 6 -70.15. IR (neat): 2924, 1724, 1459, 1281, 811, 763 cm™.
HRMS (ESI, m/z) calcd for CigH17F303S [M+H]" 371.0923, found 371.0924.

Yield: 95% (colorless oil, 56.6 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) 6 8.00 - 7.95 (m, 4H), 7.61 (d, J = 1.2 Hz, 2H), 7.36 (d, J = 2.5 Hz, 2H), 3.87
(s, 3H), 1.81 (s, 3H) °C NMR (126 MHz, CDCls) 6 165.2, 147.4, 140.3, 137.2, 136.1,
129.4, 128.7, 127.1, 125.3 (q, J = 283.5 Hz), 122.5, 57.4 (d, J = 26.5 Hz), 51.3, 21.1
(d, J = 1.3 Hz). >F NMR (471 MHz, CDCl3)  -69.87. IR (neat): 2953, 1723, 1608,
1527, 1348, 1279, 908, 873, 728 cm™. HRMS (ESI, m/z) calcd for C17H14FsNO,S
[M+H]" 386.0668, found 386.0650.
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3k

Yield: 93% (colorless oil, 52.2 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) & 8.02 (d, J = 8.7 Hz, 2H), 7.66 (d, J = 8.3 Hz, 2H), 7.27 - 7.24 (m, 2H), 7.22
- 7.19 (m, 2H), 3.93 (s, 3H), 1.80 (s, 3H). *C NMR (126 MHz, CDCl3) & 166.4, 141.9,
138.7, 136.6, 130.1, 129.5, 129.0, 128.6 (g, J = 283.5 Hz), 128.1 (d, J = 2.5 Hz), 57.5
(9, J = 26.5 Hz), 52.3, 21.5 (d, J = 2.5 Hz). "*F NMR (471 MHz, CDCls) & -69.98. IR
(neat): 2921, 1723, 1465, 1278, 819, 714 cm™. HRMS (ESI, m/z) calcd for
C17H14CIF30,S [M+H]* 375.0428, found 375.0427.

3l

Yield: 95% (white solid, 59.6 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) & 8.02 (d, J = 8.6 Hz, 2H), 7.66 (d, J = 8.3 Hz, 2H), 7.36 (d, J = 8.4 Hz, 2H),
7.18 (d, J = 8.4 Hz, 2H), 3.93 (s, 3H), 1.79 (s, 3H). *C NMR (126 MHz, CDCls) &
166.4, 141.9, 138.9, 132.0, 130.1, 129.5, 128.5, 128.1 (d, J = 2.5 Hz), 126.4 (d, J =
283.5 Hz), 125.0, 57.4 (d, J = 26.5 Hz), 52.3, 21.5 (d, J = 2.5 Hz). °F NMR (471
MHz, CDCls) & -69.99. IR (neat): 2919, 1725, 1464, 1280, 820, 715 cm™. HRMS
(ESI, m/z) calcd for C17H14BrF30,S [M+H]" 418.9923, found 418.9909.
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3m

Yield: 91% (colorless oil, 48.9 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3)  8.02 (d, J = 8.7 Hz, 2H), 7.71 (d, J = 8.3 Hz, 2H), 7.41 - 7.33 (m, 2H), 7.11
- 7.03 (m, 2H), 3.93 (s, 3H), 1.83 (s, 3H). *C NMR (126 MHz, CDCl3) & 166.5, 165.3,
163.3, 141.7, 140.0, 132.8 (d, J = 8.8 Hz), 128.0 (d, J = 2.5 Hz), 125.6, 124.3 (d, J =
3.8 Hz), 116.6 (d, J = 17.6 Hz), 116.1 (d, J = 24.0 Hz), 57.5 (d, J = 26.5 Hz), 52.3,
21.1. F NMR (471 MHz, CDCl3) § -70.69 (d, J = 2.7 Hz), -103.36. IR (neat): 2952,
1723, 1438, 1278, 822, 715 cm™. HRMS (ESI, m/z) calcd for C17H14F40,S [M+H]*
359.0723, found 359.0714.

NO,

3n

Yield: 96% (colorless oil, 55.4 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) 5 8.15 - 8.11 (m, 1H), 8.10 (t, J = 2.0 Hz, 1H), 7.96 (d, J = 8.6 Hz, 2H), 7.58
(d, J = 2.5 Hz, 2H), 7.55 (d, J = 2.5 Hz, 1H), 7.35 (t, J = 1.2 Hz, 1H), 3.87 (s, 3H),
1.80 (s, 3H). **C NMR (126 MHz, CDCls) & 165.2, 146.9, 141.9, 140.1, 131.0, 130.7,
129.4, 128.7, 128.4, 126.9 (d, J = 1.3 Hz), 123.7, 57.1 (q, J = 25.2 Hz), 51.3, 20.8 (d,
J = 1.3 Hz). F NMR (471 MHz, CDCls) § -69.71. IR (neat): 2958, 1723, 1609, 1527,
1348, 1275, 905, 804, 738 cm™. HRMS (ESI, m/z) calcd for Ci7H14FsNO,S [M+H]*
386.0668, found 386.0652.
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3o

Yield: 96% (colorless oil, 51.6 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) § 8.03 (d, J = 8.7 Hz, 2H), 7.67 (d, J = 8.3 Hz, 2H), 7.20 (dd, J = 7.8, 5.9 Hz,
1H), 7.12 (dt, J = 7.7, 1.4 Hz, 1H), 7.08 - 7.05 (m, 1H), 3.93 (s, 3H), 1.82 (s, 3H). *C
NMR (126 MHz, CDCls) & 166.4, 163.0, 161.0, 141.8, 133.1 (d, J = 3.8 Hz), 131.3 (d,
J =76 Hz), 130.1, 129.8 (d, J = 7.6 Hz), 129.5, 128.1 (d, J = 8.3 Hz), 126.7 (d, J =
283.5 Hz), 124.0 (d, J = 21.4 Hz), 117.2 (d, J = 21.4 Hz), 57.6 (q, J = 26.5 Hz), 52.3,
21.5 (d, J = 2.5 Hz). **F NMR (471 MHz, CDCl3) § -70.12, -111.98. IR (neat): 2953,
1724, 1581, 1468, 1278, 1072, 967, 716 cm™. HRMS (ESI, m/z) calcd for
C17H14F40,S [M+H]" 359.0723, found 359.0703.

3p
Yield: 78% (colorless oil, 40.5 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,

CDCl3) & 8.02 (d, J = 8.7 Hz, 2H), 7.67 (d, J = 8.0 Hz, 2H), 7.40 (dd, J = 5.5, 1.3 Hz,
1H), 7.11 (dd, J = 3.6, 1.2 Hz, 1H), 6.95 (dd, J = 5.4, 3.6 Hz, 1H), 3.93 (s, 3H), 1.84
(s, 3H). *C NMR (126 MHz, CDCls) & 166.5, 141.6, 139.0, 132.8, 130.1, 129.5,
128.5 (q, J = 284.8Hz), 128.3 (d, J = 2.5 Hz), 127.6, 127.5, 58.4 (q, J = 26.5 Hz), 52.3,
21.1 (d, J = 2.5 Hz). *F NMR (471 MHz, CDCls) & -69.87. IR (neat): 2952, 1723,
1567, 1437, 1277, 756 cm™. HRMS (ESI, m/z) calcd for CisH13F30,S; [M+H]'
347.0382, found 347.0373.
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3q

Yield: 53% (colorless oil, 27.1 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) & 8.38 (ddd, J = 4.9, 1.9, 0.9 Hz, 1H), 7.99 (d, J = 8.6 Hz, 2H), 7.76 (d, J =
8.4 Hz, 2H), 7.48 (td, J = 7.7, 2.0 Hz, 1H), 7.29 - 7.22 (m, 1H), 7.11 - 7.08 (m, 1H),
3.91 (s, 3H), 2.13 (s, 3H). *C NMR (126 MHz, CDCl3) § 166.6, 153.8, 149.9, 141.9,
136.6, 129.9, 129.3, 129.0, 128.5, 127.5, 125.3, 122.6, 58.5 (q, J = 26.5 Hz), 52.2,
22.1 (d, J = 1.3 Hz). ®F NMR (471 MHz, CDCl3) & -71.06. IR (neat): 2950, 1721,
1560, 1450, 1152, 760 cm™. HRMS (ESI, m/z) calcd for Ci6H14FsNO,S [M+H]*
342.0770, found 342.0772.

0] F

[

Yield: 89% (colorless oil, 39.0 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,

4a

CDCl3) & 8.05 (d, J = 8.7 Hz, 2H), 7.71 (d, J = 8.1 Hz, 2H), 4.39 (q, J = 7.1 Hz, 2H),
1.94 (s, 3H), 1.87 (s, 3H), 1.40 (t, J = 7.1 Hz, 3H).*C NMR (126 MHz, CDCls) §
166.0, 141.9, 130.2, 129.6, 128.6, 127.9 (d, J = 2.5 Hz), 127.5 (q, J = 283.5 Hz), 61.1,
545 (d, J = 27.8 Hz), 22.2 (d, J = 1.3 Hz), 14.3, 13.6 (d, J = 1.3 Hz). F NMR (471
MHz, CDCl3) & -70.16. IR (neat): 2928, 1719, 1612, 1459, 1272, 963, 862, 716 cm™.
HRMS (ESI, m/z) calcd for C13H15F30,S [M+H]* 293.0818, found 293.0801.

4b

Yield: 88% (colorless oil, 35.0 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
14



CDCl3) 8 8.24 (d, J = 9.1 Hz, 2H), 7.84 (d, J = 8.7 Hz, 2H), 1.98 (s, 3H), 1.90 (s, 3H).
3C NMR (126 MHz, CDCly) & 147.4, 144.4, 129.1 (d, J = 2.5 Hz), 127.2 (q, J =
283.5 Hz), 123.5, 54.5 (q, J = 27.7 Hz), 29.7, 22.3 (d, J = 2.5 Hz), 13.7 (d, J = 2.5 Hz).
YF NMR (471 MHz, CDCl3) § -70.07. IR (neat): 2925, 2855, 1603, 1524, 1460, 1349,
1260, 1157, 1076, 962, 861, 754 cm™. HRMS (ESI, m/z) calcd for CigH1oFsNO,S
[M+H]* 266.0457, found 266.0451.

s

mF
F
NC

4c
Yield: 94% (colorless oil, 34.5 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
CDCl3) § 7.77 (d, J = 8.2 Hz, 2H), 7.69 (d, J = 8.7 Hz, 2H), 1.96 (d, J = 1.2 Hz, 3H),
1.86 (s, 3H). **C NMR (126 MHz, CDCl3) & 142.4, 132.2, 128.8 (d, J = 2.5 Hz), 127.2
(d, J = 283.5 Hz), 118.2, 112.2, 54.5 (q, J = 27.8 Hz), 22.1 (d, J = 1.3 Hz), 13.6 (d, J =
2.5 Hz). F NMR (471 MHz, CDCl3) § -70.10. IR (neat): 2918, 2181, 1728, 1459,

1157, 971, 857, 755 cm™. HRMS (ESI, m/z) calcd for C11H1oFsNS [M+H]" 246.0559,
found 246.0550.

@F
s
mlz
F
NC

4d

Yield: 96% (colorless oil, 33.8 mg, pet. ether/EtOAc = 15/1). *H NMR (500 MHz,
CDCl3) 8 7.74 (d, J = 8.4 Hz, 2H), 7.66 (d, J = 8.7 Hz, 2H), 7.46 - 7.35 (m, 2H), 7.12
- 7.02 (m, 2H), 1.82 (s, 3H). *C NMR (126 MHz, CDCls) & 165.3, 163.3, 142.0,
140.0, 133.1 (d, J = 7.6 Hz), 132.0, 128.8 (d, J = 1.3 Hz), 126.5 (g, J = 284.8 Hz),
124.5 (d, J = 3.8 Hz), 118.2, 116.2 (d, J = 24.0 Hz), 112.5, 57.5 (g, J = 26.5 Hz), 21.0
(d, J = 1.3 Hz). *F NMR (471 MHz, CDCl3) & -70.61 (d, J = 3.0 Hz), -103.21 (q, J =
2.8 Hz). IR (neat): 3704, 2929, 2231, 1724, 1469, 1168, 956, 844, 691 cm™. HRMS
(ESI, m/z) calcd for C1H11F4NS [M+H]" 326.0621, found 326.0611.

15



4e

Yield: 72% (colorless oil, 31.5 mg, pet. ether/EtOAc = 15/1), 'H NMR (500 MHz,
CDCls)  8.04 (d, J = 8.7 Hz, 2H), 7.68 (d, J = 7.9 Hz, 2H), 3.93 (s, 3H), 2.35 - 2.27
(m, 1H), 2.23 - 2.15 (m, 1H), 1.98 (s, 3H), 0.91 (t, J = 1.2, 3H). **C NMR (126 MHz,
CDCl3) § 166.5, 140.2, 129.7, 129.6, 129.3, 128.5 (d, J = 1.3 Hz), 127.8 (g, J = 284.8
Hz), 59.3 (d, J = 25.2 Hz), 52.2, 27.4, 13.5 (d, J = 2.5 Hz), 8.8."*F NMR (471 MHz,
CDCl3) 6 -67.04. IR (neat): 2931, 1725, 1612, 1436, 1279, 968, 719 cm™. HRMS (ESI,
m/z) calcd for Ci3Hi1sF30,S [M+H]" 293.0818, found 293.0809.

4f

Yield: 59% (colorless oil, 23.4 mg, pet. ether/EtOAc = 30/1), *H NMR (400 MHz,
CDCls) & 8.05 (d, J = 8.4 Hz, 2H), 7.47 (d, J = 8.1 Hz, 2H), 4.26 (q, J = 8.3 Hz, 1H),
3.93 (s, 3H), 2.17 (d, J = 1.0 Hz, 3H). **C NMR (101 MHz, CDCl5) 6 166.4, 138.1 (d,
J = 2.0 Hz), 130.6, 130.0, 128.9, 125.8 (g, J = 280.8 Hz), 53.5 (q, J = 30.3 Hz), 52.3,
15.9. °F NMR (376 MHz, CDCls) & -67.49. IR (neat): 2918, 1738, 1460, 972, 728
cm™. HRMS (ESI, m/z) calcd for C13H1:1F30,S [M+H]" 265.0505, found 265.0499.

4g

Yield: 56% (colorless oil, 23.4 mg, pet. ether/EtOAc = 30/1), *H NMR (400 MHz,
CDCI3) 6 8.04 (d, J = 8.5 Hz, 2H), 7.48 (d, J = 8.2 Hz, 2H), 4.33 (g, J = 8.3 Hz, 1H),

3.93 (s, 3H), 2.71 - 2.58 (m, 2H), 1.25 (t, J = 7.4 Hz, 3H). *C NMR (101 MHz,
16



CDCl3) 6 166.5, 138.7, 130.5, 130.0, 129.0, 128.4 (g, J = 280.8 Hz), 52.3, 51.8 (q, J =
30.3 Hz), 26.9, 14.1.F NMR (377 MHz, CDCls) & -67.77. IR (neat): 2921, 1725,
1611, 1457, 1281, 813, 717 cm™. HRMS (ESI, m/z) calcd for C1oH13F30,S [M+H]*
279.0661, found 279.0653.

4h

Yield: 53% (colorless oil, 28.8 mg, pet. ether/EtOAc = 30/1), *H NMR (500 MHz,
CDCl3) & 8.04 (d, J = 8.4 Hz, 2H), 7.48 (d, J = 8.2 Hz, 2H), 4.30 (q, J = 8.3 Hz, 1H),
3.92 (s, 3H), 2.64 - 2.56 (m, 2H), 1.55 (td, J = 7.9, 5.1 Hz, 2H), 1.35- 1.24 (m, 10H),
0.87 (t, J = 7.0 Hz, 3H). *C NMR (126 MHz, CDCls) & 166.5, 138.8, 130.5, 130.0,
129.0, 127.3 (t, J = 280.0 Hz), 52.3, 52.1 (t, J = 30.2 Hz), 32.9, 31.8, 29.1, 29.0, 28.9,
28.6,22.6 (t, J = 2.5 Hz), 14.1 (t, J = 2.5 Hz). *°F NMR (471 MHz, CDCl3) & -67.76.
IR (neat): 2924, 1725, 1612, 1437, 1277, 840, 711 cm™. HRMS (ESI, m/z) calcd for
C1gH25F30,S [M+H]" 363.1600, found 363.1584.

CN
S
F
(@) F F
_O
6a

Yield: 42% (white solid, 21.1 mg, pet. ether/EtOAc = 30/1). *H NMR (500 MHz,
CDCl3) 6 8.03 (d, J = 8.7 Hz, 2H), 7.70 (d, J = 8.2 Hz, 2H), 3.93 (s, 3H), 1.95 (s, 3H),
1.17 (s, 9H). 3¢ NMR (126 MHz, CDCl3) 6 166.48, 141.93, 130.20, 129.50, 128.16
(d, J = 1.3 Hz), 127.69 (d, J = 31.5 Hz), 56.85 (d, J = 26.5 Hz), 52.27, 48.13, 30.17,

17



19.90 (d, J = 1.3 Hz). °F NMR (471 MHz, CDCls) & -70.50. IR (neat): 2922, 1721,
1608, 1457, 1261, 824, 714 cm™. HRMS (ESI, m/z) calcd for C1sH1oF30,S, [M+H]+
353.0851, found 353.0859.

O+
g
F
(0] F F
_0O
7a, dr=1:1

Yield: 95% (colorless oil, 28.8 mg, pet. ether/EtOAc = 1/1), *H NMR (500 MHz,
CDCls) § 8.21 - 8.05 (m, 4H), 7.75 (d, J = 8.3 Hz, 2H), 7.57 (d, J = 8.3 Hz, 2H), 3.94
(s, 6H), 2.36 (s, 3H), 2.04 (s, 3H), 1.95 (s, 3H), 1.80 (s, 3H). *C NMR (126 MHz,
CDCI3) 6 166.3, 166.1, 136.3, 135.5, 131.3 (d, J = 2.5 Hz), 130.9, 130.3, 129.9, 128.4
(d, J=1.3 Hz), 127.4 (d, J = 1.3 Hz), 127.0, 126.6, 124.8, 124.4, 67.7 (d, J = 25.2 Hz),
66.4 (d, J = 25.2 Hz), 65.6, 52.5, 52.4, 34.6, 34.2, 12.7 (d, J = 3.8 Hz), 10.1 (d, J = 3.8
Hz). *F NMR (471 MHz, CDCls) & -66.24, -67.21. IR (neat): 2955, 1722, 1612, 1436,
1232, 868, 715 cm™. HRMS (ESI, m/z) calcd for CioH13F303S [M+H]* 295.0610,

found 295.0603.
|
0=S=0
F
o) F F
o)
- 8a

Yield: 96% (white solid, 30.4 mg, pet. ether/EtOAc = 2/1), *H NMR (500 MHz,
CDCl3) 8 8.12 (d, J = 8.4 Hz, 2H), 7.84 (d, J = 8.2 Hz, 2H), 3.95 (s, 3H), 2.80 (s, 3H),
2.12 (s, 3H). °C NMR (126 MHz, CDCl3) 5 166.1, 134.4, 131.7, 129.9, 129.1 (d, J =
2.5 Hz), 124.5 (g, J = 284.8 Hz), 72.1 (q, J = 26.5 Hz), 52.5, 38.9 (q, J = 2.5 Hz), 16.0
(g, J = 3.8 Hz). ®F NMR (471 MHz, CDCls) 5 -64.90. IR (neat): 3703, 2922, 1724,
1466, 1285, 957, 748, 712 cm™. HRMS (ESI, m/z) calcd for CioH1sF304S [M+H]'
311.0559, found 311.0551.

18



NO,

8b

Yield: 94% (white solid, 39.2 mg, pet. ether/EtOAC = 1/1),'H NMR (500 MHz,
CDCl3) & 8.23 (d, J = 8.9 Hz, 2H), 8.04 (d, J = 8.8 Hz, 2H), 7.70 (d, J = 8.9 Hz, 2H),
7.64 (d, J = 8.5 Hz, 2H), 3.96 (s, 3H), 2.13 (s, 3H). *C NMR (126 MHz, CDCls) &
165.9, 151.1, 141.3, 133.7, 132.1, 131.9, 129.7, 129.4 (t, J = 2.5 Hz), 124.2 (q, J =
286.0 Hz), 73.9 (g, J = 26.5 Hz), 52.6, 16.4 (d, J = 2.5 Hz). *F NMR (471 MHz,
CDCls) § -63.82. IR (neat): 2920, 2852, 1719, 1530, 1447, 1278, 1164, 968, 857, 746
cm™. HRMS (ESI, m/z) calcd for C17H14FsNOgS [M+H]" 418.0567, found 418.0565.
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3a

Chemical Formula: C4,H43F;0,S
Exact Mass: 278.0588
Molecular Weight: 278.2892
m/z: 278.0588 (100.0%), 279.0622 (13.0%), 280.0546 (4.5%)
Elemental Analysis: C, 51.79; H, 4.71; F, 20.48; O, 11.50; S, 11.52
\ J

Acquisition Parameter

Souroe Type ESI lori Polarity Posfve Sed Nebullzer 0.4 Bar
Foous Mot active Set Capila 2600V St Dry Heater 180 T
Scan Eegn 50 vz Set End Flate D¥sel B00 W Sed Ory Gas .0 ¥min
Sean End 1300 miz Set Charging Volage 2000 Set Dvert Vake Souroe
Eet Conora O na& Eef APCI Heater 0°Cc
I bR ST-148-5_G03_01_AA%2 o 8% O 2min B11, Background Sustractied (841)
x4
125,
| 7RG
100
a7
0D
L
EECETTES
258 T65
] 241.1081
198.1276 I : 1 l\"-l L 3110363 I 101 2837
[+ 1.« -} SEPREENESSI SEN ISP T R T —— SPRSPY TR N [P NERSPEN] | P ¥ S F— ..._l.... S TP N—
200 e ZH 275 0 5 350 Jr5 400 miz
57.149.3_GOZ_01_BESZ.d
Bruker Compass Datatinalysis 4.4 prriled: BA2021 9:51:02 AM bry: dema Page 1 of 1

HRMS (ESI, m/z) calcd for C1oH13F30,S [M+H]" 279.0661, found 279.0661.
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3b
Chemical Formula: C;H5F30,S
Exact Mass: 292.0745
Molecular Weight: 292.3162
m/z: 292.0745 (100.0%), 293.0778 (14.1%), 294.0703 (4.5%)
Elemental Analysis: C, 53.42; H, 5.17; F, 19.50; O, 10.95; S, 10.97

Acquisition Parameter
Scure: Type [ ==1] ki Polariy Poamve Eef Mebadirer 0.4 Bar
Foous Mot actie Eet Capila 2600V Eiefl Diry Heaber 180 °C
Scan Begin 50 mi'z Set End Plate Dfset 500 W Eef Diry Gas 4.0 bmin
Scan End 13080 miz Set Charging Vollage 2000V Sef Divert Vahe Sourpe
Set Corora 0na Eaf APCI Healer o°c
Intirs 57152 _GAD_O1_BASo- 0%, Dudimin 824, Nackground Subiracsed (%4
wigd
9% 0k
151
10
a5
MR
A% 06
3ie. h4E
1671733
I 3130478
A 11 1 A O N | AT B P
260 Fy] 280 260 300 e 320 0 0 30 miz
E7-152_GA3_01_8554.d
Bruker Compass Datafnalysis £.4 printed: BS2021 9:55:50 AM by: dema Page 1 of 1

HRMS (ESI, m/z) calcd for C13H15F20,S [M+H]" 293.0818, found 293.0811.
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O F

_0O
3c
Chemical Formula: CysH,9F30,S
Exact Mass: 320.1058
Molecular Weight: 320.3702
m/z: 320.1058 (100.0%), 321.1091 (16.2%), 322.1016 (4.5%),
322.1125 (1.2%)

Elemental Analysis: C, 56.24; H, 5.98; F, 17.79; O, 9.99; S,

Acguisition Paramater
Seuren Typa ESI lan Pedarity Pasilive Sal Habulser 0.4 Baw
Foois [ = THET Sl Capilary JE00 W Sal Dry Haalar 180 °G
Scan Bagn S iz Sal Erad Plata Qs =500 Sl Dy Gasi 4,0 Wwin
Scan End 3000 miz Eal Changing Vellags 000 W Sal Divat Vaka BourR
Sl Corona 0n& Sal APCH Hessler [
II'IIil'rl..\I S7-1%4_ Bl 1_01_K7ROLd: +MT, 07 min 810, Nackground Subsiracied (471, Rackgrousd Sehiracted (12
La [l
ITL1NA
3]
4
1 4
34,1367
IIELEES
o i - TR
[ P ™ TR T — | ' T “.I il e li.
HED J20 O K 50 miz
S7-154_BE1_01_&7E0.d
Brukir Compass DataAnakss 4.4 primted: BAZR2021 10:25:435 AM bry:  damo Page 1 al1

HRMS (ESI, m/z) calcd for Ci5H10F30,S [M+H]" 321.1131, found 321.1114.
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m/z: 318.0901 (100.0%), 319.0935 (16.2%), 320.0859 (4.5%),

Elemental Analysis: C, 56.59; H, 5.38; F, 17.90; O, 10.05; S, 10.07

0 F

_O

3d

Chemical Formula: CygH47F305,S
Exact Mass: 318.0901
Molecular Weight: 318.3542

320.0968 (1.2%)

Acquisition Parameter

Source Type [ 3:]] lon Palarity Pasithae Snt Mebulizer 0.4 Bar
Forus Mol activa Sal Capllary 2600 W Sigd Diry Hizabar 180 "0
Scan Begin 50 miz Sat End Plate Offset SO0 W Set Dry Gas 4.0 Bmim
Scan Erd AMDG miz Sat Charging VoRkage 0 W Sed Dreard Vabon oo
Sal Corona Onk Set APCI Heater [
In'ler:;;’ &7-189-2_GAE_01_10264.4: M5, 0.2mim A10, Background Subaracted (B2), Background Subiracted (BE)
51
1.0
I ORET
08
(1]
04
0.2
30,0999
o0l —a — ) | . -
300 R 3150 Nrs 3200 325 3250 Erif-] 330 miz

s7-100-2_GAB_01_10254.d

HRMS (ESI, m/z) calcd for C15H17F30,S [M+H]" 319.0974, found 319.0967.
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3e
Chemical Formula: C45H5F3;0,S
Exact Mass: 316.0745
Molecular Weight: 316.3382
m/z: 316.0745 (100.0%), 317.0778 (16.2%), 318.0703 (4.5%), 318.0812
(1.2%)

Elemental Analysis: C, 56.95; H, 4.78; F, 18.02; O, 10.12; S, 10.13

CDCl;
Acquisition Parameter
Source Type =] lan Polarity Positive Set Mebulkrer 0.4 Bar
Facus Mal active: Set Capillary 2600 Set Dry Healer 180 °C
Scan Bagin 50 mfz Set Erd Plale Offset 500 Set Dry Gas 4.0 bmin
Scan End 3000 mdz Set Charging Vollage 2000 v Set Divert Valve Source
Set Canana 0nA Set APC| Heabear o c
IFile s £7-211_GOZ_01_10754.d: +h5, 0. 3min 413
10
1.50
3170819
1.25
1.00
075
Q.50
025
l 333 9R40
Q.00 e . i . TR - L
o ns 2o 325 20 3% miz

27.211_GD2_01_10754.4

HRMS (ESI, m/z) calcd for Cy5H15F30,S [M+H]" 317.0818, found 317.0819.
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O, F

_O
3f
Chemical Formula: C4gH,1F305S
Exact Mass: 374.1163
Molecular Weight: 374.4182
m/z: 374.1163 (100.0%), 375.1197 (19.5%), 376.1121 (4.5%), 376.1231
(1.8%)
Elemental Analysis: C, 57.74; H, 5.65; F, 15.22; O, 12.82; S, 8.56

Source Type =] lan Polarity Positine Set Mebulzer 0.4 Bar
Focus Mal active Set Capillary 2600 Set Dry Healer 180 °C
Scan Beagin 50 miz Set End Plale Offset -500 W Set Dry Gas 4.0 birin
Sean End 3000 miz Set Charging Vollage 2000 W Set Divert Vahoe Source
Set Corara 0 nA Set APCI Heaber o
Iriens: 57-208-1_GH2_01_10756.4: #M5, D.2min 43
iy
=} 375.1247
4
2
ITE12BD
3771252
3 3BB.2553  300.3590
3834003
(0] . ki . l lL. i J. L . i . L P— . |J. . ] l
ar.n s ITam ATT 5 3800 HIs 3350 ETR |0 miz

HRMS (ESI, m/z) calcd for CigH21F303S [M+H]" 375.1236, found 375.1247.



B BERS R NSNS - =
[ [ (
[ ‘ {
Q)
Jl ;‘ i S | JI
F
F
o, F
/O
39
i Jtl J L
8 6 5 4 3 2 1
PPpmM
1 -
H NMR spectrum at 400 MHz in CDCl;
€ IbpEomassoRgd BB as
: S
F
F
O, F
/O
3g
| | ML | n
200 180 160 140 120 100 80 60 40 20
ppm
1 .
%C NMR spectrum at 101 MHz in CDCl;
T
: S
F
F
O, F
/O
3g
0 20 40 60 80 100 120 _140 160 180

ppm

F NMR spectrum at 376 MHz in CDCl;

32



@) F
Chemical Formula: C4;H5F30,S
Exact Mass: 340.0745
Molecular Weight: 340.3602
m/z: 340.0745 (100.0%), 341.0778 (18.4%), 342.0703 (4.5%), 342.0812 (1.6%)
Elemental Analysis: C, 59.99; H, 4.44; F, 16.75; O, 9.40; S, 9.42

Acquisition Parameater

Spurce Type ESl lon Polarity Fasithwe St Nebulizer 0.4 Bar
Focus Mol activa Sal Gapilary PRt Set Dry Haatar 180 "G
Scan Begin 50 miz Sat End Plaba Odfset <500 W Set Dry Gas 4.0 kmin
Sean Erd 1300 miz Sat Charging Yokage 200 W Sed Drenrt Vakea oo
Sal Corona on& Set APCI Heater [
||'||ET‘=_; 57-151_GE2_00_BES3 d: sMS5, 0.2men A9, Background Subaracted (42
10
4
3410814

3

2

1

391.7836 — 4754136
796, 7065 a8 148 | 159.0919 | | |
Ll 4 Al 1 1 L ]
300 20 k2] 350 380 400 420 440 460 T

S7-181_(GEZ_(1_a853.d

HRMS (ESI, m/z) calcd for C17H15F30,S [M+H]" 341.0818, found 341.0814.
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Chemical Formula: C4gH,7F30,S
Exact Mass: 354.0901
Molecular Weight: 354.3872
m/z: 354.0901 (100.0%), 355.0935 (19.5%), 356.0859 (4.5%), 356.0968 (1.8%)
Elemental Analysis: C, 61.01; H, 4.84; F, 16.08; O, 9.03; S, 9.05

Acquisition Parameter

Source Type ]| lon Paolarity Pasitive Sed Mebuliper 0.4 Bar
Forus Mol active Sal Capllary 00 W Sed Dy Heabar 180 "0
Scan Bagin 50 miz Sat End Plata Offset A00 W Sed Dy Gas 4.0 Bmin
Scan Ered 3000 miz Sat Charging VoRkage i L Set Dreart Vaken Source
Sal Corana DnA St APCI Hoater iR
||'||ET'I:; 57-173-1_RER_D1_9400.d: «M5, Ddmen A2 1, Background Subtracted (B4)
51
355.096%
0.8
0.6
04
[ ¥4
o 360 &0 400 420 447 480 480 miz

S7-173-1_RES_01_0401.4

HRMS (ESI, m/z) calcd for CigH17F30,S [M+H]" 355.0974, found 355.0965.
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Chemical Formula: C4gH,7F30,;S
Exact Mass: 370.0850
Molecular Weight: 370.3862
m/z: 370.0850 (100.0%), 371.0884 (19.5%), 372.0808 (4.5%), 372.0918 (1.8%)
Elemental Analysis: C, 58.37; H, 4.63; F, 15.39; O, 12.96; S, 8.66

Ve

Acquisition Parameter

Source Type =] lon Paolarity Pasitiee Set Mebulizer 0.4 Bar
Focus Mol active Sal Capllary 00 W Sed Dy Heatar 180 °C
Scan Begin S0 miz Zat End Plabe Odfset =500 v Set Dy Gas 4.0 imin
Scan Erd J000 miz Zat Charging Volage il A St Dreart Vaka Souron
Sal Corona 0né Set APCI Hoater [
Irfiens. 57-162_GC3_D1_9179.d: +MS, 0. 3min A14
10
ATL.O934
3
2
1881190
1
ol . L l alde . .
=0 3E0 am 3] - 400 410 mz

27-162_GC3_01_9178.4

HRMS (ESI, m/z) calcd for C1gH17F305S [M+H]" 371.0923, found 371.0924.
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Chemical Formula: C{;H{4F;NO,S
Exact Mass: 385.0596
Molecular Weight: 385.3572
m/z: 385.0596 (100.0%), 386.0629 (18.4%), 387.0554 (4.5%), 387.0663 (1.6%)
Elemental Analysis: C, 52.99; H, 3.66; F, 14.79; N, 3.63; O, 16.61; S, 8.32

Acquisition Parameter

Source Type ESI lon Palarity Pasitin Set Mebulzer 0.4 Bar
Focus Mot gciva Sal Capllary 260 W Sefd Dy Heabar 180°C
Scan Begin S0 miz Sat End Plate Odfset =500 Set Dry Gas 4.0 Bmin
Scan Erdd A000 miz Sat Charging Volage W Sed Dreart Waken S
Sal Corana onA Set APCI Heater [
Iriens. ST-158_RAS _O_9743 4: +”S, D3man A5
xiot
A52.3374
2.0
15
ITEOEe2
31560650
10
0.5
4153031
408 D4&T
3602906
456 ra82
‘ m | 2240455
00l II T il Ll.a.llllll alJ L.l Yl LJ|L|; hail l]a I. I-i]L PUTT le ||| ; |L |||. i -
40 350 &0 400 420 440 450 mz

HRMS (ESI, m/z) calcd for C17H1aFsNO,S [M+H]* 386.0668, found 386.0650.
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Chemical Formula: C4;H44CIF;0,S

Exact Mass: 374.0355
Molecular Weight: 374.8022
m/z: 374.0355 (100.0%), 376.0326 (32.0%), 375.0389 (18.4%), 377.0359 (5.9%), 376.0313
(4.5%), 376.0422 (1.6%), 378.0284 (1.4%)
Elemental Analysis: C, 54.48; H, 3.77; Cl, 9.46; F, 15.21; O, 8.54; S, 8.55

Acquisition Parameter
Source Type ESl lon Palarity Fasitiee Snt Nebulizer 0.4 Bar

Forus Mot mriiva Sat Capllary 2600 W Sist Dy Hizabar 180 "2
Scan Begin 50 miz Sat End Plate Offset A00 W Set Dry Gas 4.0 Bmin
Scan Erd 000 miz Sat Charging VoRkage i L Spd Drward Walee oo
Sal Corana ona Set APCI Heater [T
Irtens. 57-165-1_GA3_D0_SUTT.d: sM5, D.2man A13
3000
AT5.0427
2500
2000
1500
377.0400
1000
376 D461
3742384
500
3803370
WO
0. 1
r4 aTe e 380 a8z miz

HRMS (ESI, m/z) calcd for C17H14CIF30,S [M+H]" 375.0428, found 375.0427.
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Chemical Formula: C;H4BrF;0,S
Exact Mass: 417.9850
Molecular Weight: 419.2562
m/z: 417.9850 (100.0%), 419.9830 (97.3%), 420.9863 (17.9%),
418.9884 (16.2%), 419.9808 (4.5%), 421.9787 (4.4%), 418.9884 (2.2%),
421.9897 (1.2%), 419.9917 (1.1%)
Elemental Analysis: C, 48.70; H, 3.37; Br, 19.06; F, 13.59; O, 7.63; S,

Sarmphe MName ST-174-1 In.sl:runlg:nl: irmpact 1 1826265, 10256
Comment
Acquisition Parameater
Source Typa ESI lan Palarity Pasitive Set Nabulizer 0.4 Bar
Focus Mol goiive Sal Gapilary W 561 Dy Heatar 140G
‘Scan Begin S0miz Sat End Plate Odiset 500 v Set Dry Gas 4.0 Mmin
Secan Erdd 3000 miz Sat Charging YoRage v Set Divart Vala Sourcn
Sal Corona OnA Set APCI Heater oG
Irlens. 5T-174-1_RE4_D0_5743.d: «MS, 0 3min ALE
X107
420.9888
4189909

125

1,00

0TS

Q.50

415.2100
0325 419.9940 4215900
416.3540
l 1225870
4173573
o.no . i l - i 1 i i ¥
414 416 418 420 422 424 426 mz

HRMS (ESI, m/z) calcd for C17H14BrF30,S [M+H]" 418.9923, found 418.9909.
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Chemical Formula: C47H4F,0,S
Exact Mass: 358.0651
Molecular Weight: 358.3506
m/z: 358.0651 (100.0%), 359.0684 (18.4%), 360.0609 (4.5%), 360.0718
(1.6%)
Elemental Analysis: C, 56.98; H, 3.94; F, 21.21; O, 8.93; S, 8.95

Acquisition Paramater

Source Type ESl lon Polarity Pasither St Nebulimer 0.4 Bar
Focus Mot gl Sal Capllary a0 W Sef [y Hieatar 180 °C
Scan Bagin S0 miz Sat End Plate Offset B00 W Set Dry Gas 4.0 imim
Scan Erd 3000 miz Sat Charging Yokage HD W Sed Dreard Vaben oo
Sal Corana OnA Set APCI Heater il
Irvens. ST-180_RD< D0 _9741.8: sMS, D.3man 817
0=
500714
25
20
15
1.0
182 ITRS
0.5
TaOz14
T17.1347
oo lllJllJl L | T | i | . . . .
-200 o 200 400 B0 300 1000 1200 1400 miz

ST-180_RD&_01_9741.4d

HRMS (ESI, m/z) calcd for C17H14F40,S [M+H]" 359.0723, found 359.0714.
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Chemical Formula: C47H4F3;NO,S
Exact Mass: 385.0596
Molecular Weight: 385.3572
Im/z: 385.0596 (100.0%), 386.0629 (18.4%), 387.0554 (4.5%), 387.0663

(1.6%)
Elemental Analysis: C, 52.99; H, 3.66; F, 14.79; N, 3.63; O, 16.61; S,
8.32
Acquisition Parameter
Source Type =] lon Paolarity Pasithee Set Nebulizer 0.4 Bar
Focus Mol aciva Sal Capllary 600 Y Sed [y Heatar 180 °C
Scan Begin 50 miz Zat End Plate Offset A00 W Set Dry Gas 4.0 imin
Scan Erd 3000 mi'z Zat Charging Vokage 200 W Sef Dewart Vakea Source
Sal Corona Ond Spt APCI Hoater [
||'||E|'|I;'b £7-172-1_RCE_00_9407.4: «MS, 0.3mim 14, Background Subtractied (B5), Background Sulbtracted (B5)
K1
5
IR 65T
4
3
A403.0918
2
AL (6D
170407
1
336 1255
S0 3207 | l \ l 14,0435 440210
ol i | ||. Ll |1 | P Ly
3E0 am £ k- 400 410 420 430 440 mz

27-172-1_RCE_01_o402.d
Bruker Compass Datadnalysis 4.4 orinted:  BR2AE02T 101807 AM b demo Paoe 1 of 1

HRMS (ESI, m/z) calcd for C17H1aFsNO,S [M+H]* 386.0668, found 386.0652.
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30
Chemical Formula: C47H4F,0,S
Exact Mass: 358.0651
Molecular Weight: 358.3506
m/z: 358.0651 (100.0%), 359.0684 (18.4%), 360.0609 (4.5%), 360.0718 (1.6%)
Elemental Analysis: C, 56.98; H, 3.94; F, 21.21; O, 8.93; S, 8.95

Acquisition Parameter

Source Type ESl lon Paolarity Puasithwe Set Nebulizer 0.4 Bar
Focus Mot griive Sal Capllary FEl0 v Sed Dy Heatar 180 °C
Scan Begin 50 miz Zat End Plate Offset =500 v Set Dy Gas 4.0 ¥min
Scan Erd A0 miz Sat Charging VoRage H W Sed Deverl Vaben Source
Sal Corona Oind Set APCI Hoater 0
Irens. ST-187-1_GE4_D_9933.4; sM5, D.Jrmin 43
Palad
3550703
5
4
3
2
1
2171036
B34 4483
o Ll Ll dosles

500 o 500 1000 1500

ST-187-1_GE4_01_9833.d

2000miz

HRMS (ESI, m/z) calcd for C17H14F40,S [M+H]" 359.0723, found 359.0703.
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3p
Chemical Formula: C45H43F305,S,
Exact Mass: 346.0309
Molecular Weight: 346.3822
m/z: 346.0309 (100.0%), 347.0343 (16.2%), 348.0267 (9.0%),
347.0303 (1.6%),
349.0301 (1.5%), 348.0376 (1.2%)
Elemental Analysis: C, 52.01; H, 3.78; F, 16.45; O, 9.24; S, 18.51

Acquisition Parameter

Source Type ESI lon Polarity Posive Set Nebuler 04 Bar
Focus Nct actve Sat Capllary 2600V Set Dry Heater 180 °C
Scan Bagin 50 miz Sel End Plate Offsel -500 Vv Sl Dry Gas 4.0 Umin
Scan End 3000 miz Sat Charging VoRkage 2000V Set Dvert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. ST-185_GDM_01_5932.d: +MS, 0.3min ¥14)
x1
309.0406
10
347.0373
08
oe
2822784
04
02 1169828
|
1562630 N~
9 231.062% 391.2829 633483
79.0215 181.04R1 l Jl u L 60,9964 l
00d L L A il L.'A.AD,L,‘p ™ L » gk ,,L,.._..A.A.A.,.s. STy YRR ¢
100 400

200 300 500 800 mz

HRMS (ESI, m/z) calcd for C15H13F30,S, [M+H]" 347.0382, found 347.0373.
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Chemical Formula: C4gH4F3NO,S

Exact Mass: 341.0697
Molecular Weight: 341.3482
m/z: 341.0697 (100.0%), 342.0731 (17.3%), 343.0655 (4.5%), 343.0764 (1.4%)
Elemental Analysis: C, 56.30; H, 4.13; F, 16.70; N, 4.10; O, 9.37; S, 9.39

Acguisition Parameter

Seiires Typs ESi i1 Pdiarity Posilive Sl Nabulzer 04 B
s Mk activg Sl Capllary 600 Sl Dry Hesler 180 °C
Ecan Bagn S0 iz Sl Eradl Plarts Ot =500 W Sl Dy Gas 4.0 Wrwin
Zcan Erd 3000 miz Bl Chiarg g Vollags non v Sl Divart Vakaa Bnifte
Sel Corona O nd Sal APCH Hesbér (I
Inteeres. { ST-190-1_G0A_00_9801.d: +M5, 0.0mi= ¥14
w108
I 0TT2
E <
54
44
A
21
i
192 .00 30
=2 llllu.
-5 Q 00 il 1500 SO0 miz
ST-180-1_G04_01_9831.d
Bruker Compass DafafAnakss 4.4 prirded: B 12021 90921 PM by damo Page 1 al1

HRMS (ESI, m/z) calcd for C16H14FsNO,S [M+H]" 342.0770, found 342.0772.
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Chemical Formula: C{3;HsF;0,S
Exact Mass: 292.0745
Molecular Weight: 292.3162
m/z: 292.0745 (100.0%), 293.0778 (14.1%), 294.0703 (4.5%)
Elemental Analysis: C, 53.42; H, 5.17; F, 19.50; O, 10.95; S, 10.97

Acquisition Parameter

Sounce Type =] lan Polarity Positive Set Mebulzer 0.4 Bar
Focus Mal active Set Capillary 2600 W Set Dy Healer 180 °C
Sean Bagin 50 mfz Set End Plale Offset =600 % Set Dry Gas 4.0 Kmin
Sean End 000 mlz Set Charging Vollage 2000 W Set Divest Walve e T ]
Set Conana 0 nA Set APCI Heaber (il
||'||E|'|5|_ 57-168_RDE_00_S403.4: sbdS, 0 3min §15, Background Subtracted |85), Background Subtracted (#5], Background Subiractad (H5)
510
2893.0801
1.5
1.0
0.5
J0E15E]
i 3182570
ook - T s T T | T L L +
285 80 285 300 5 30 5 320 325 miz

HRMS (ESI, m/z) calcd for CisHisF30,S [M+H]" 293.0818, found 293.0801.
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F NMR spectrum at 471 MHz in CDCl;
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Chemical Formula: C4gH1ogF3NO>S
Exact Mass: 265.0384
Molecular Weight: 265.2502
m/z: 265.0384 (100.0%), 266.0418 (10.8%), 267.0342 (4.5%)
Elemental Analysis: C, 45.28; H, 3.80; F, 21.49; N, 5.28; O, 12.06; S, 12.09

Acquisition Parameter

Source Type =] lan Polarity Possitive Set Hebulzer 0.4 Bar
Focus Mal active: Set Capillary 2600 Set Dry Healer 180 °C
Sean Begin 50 mfz Set End Plale Offset =600 % Set Dry Gas 4.0 Wrmin
Bear End 000 mdz Set Charging Vollage 2000 Sel Divert Valve Source
Set Canana 0 nA Set APCI Heaber o
|Filens ST-174-3_RA4 O1_9738.d: +MS, 0.3min A18, Background Subaracted (H5)
26,0451
=00
4000
00
2000
1000
265.251%
61,1300 16T 0484
263. 2365
2620413 2703140
o .J. Ll Lk 1 .|'| i l. i L . In
262 264 265 268 e miz

HRMS (ESI, m/z) calcd for C1oH10FsNO,S [M+H]" 266.0457, found 266.0451.
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4c
Chemical Formula: C41H4gF3NS
Exact Mass: 245.0486
Molecular Weight: 245.2632
m/z: 245.0486 (100.0%), 246.0520 (11.9%), 247.0444 (4.5%)
Elemental Analysis: C, 53.87; H, 4.11; F, 23.24; N, 5.71; S,

13.07
Acquisition Parameter
Eource Type =] lon Polarity Puasithe Set Mebulzer 0.4 Har
Focus Nod acie Set Capilary 2600 W Set Dry Heater 180 °C
Ecan Begin 50 miz Set End Plate Odset <500 v Set Dry Gas 4 01 limin
Ecan End 3000 miz Set Charging Vaoltage 2000 W Set Divert Vahe Sounce
Set Corona 0k Set APCI Heater asc
Irens. 5T-178-1_RB4_01_57359.4 +M5, 03min H1E
5
2950693
FRLITTY
25
el
2460550
15
391.287%
10
J64.0E54
1383402
k=]
3602013
2050651
17604807 |
ool I|. i iy i — .
1= 200 275 250 ] 30 325 350 s Mz

5T1.178-1_RB4__9730.d

HRMS (ESI, m/z) calcd for C13H1oFsNS [M+H]* 246.0559, found 246.0550.
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NC
4d
Chemical Formula: C4gH141F4NS
Exact Mass: 325.0548
Molecular Weight: 325.3246
m/z: 325.0548 (100.0%), 326.0582 (17.3%), 327.0506 (4.5%), 327.0615 (1.4%)
Elemental Analysis: C, 59.07; H, 3.41; F, 23.36; N, 4.31; S, 9.85

Source Type= ES&I lon Polarity Puosittee Set Nebulizer 0.4 Bar
Focus Not acive Set Capilary 2600 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Flate Odiset 500 W Set Dry Gas 4.0 limin
Scan End 000 miz Set Charging Voltage 2000 v Set Divert Vahe Source:
Set Corona an Set APCI Heater o°c
Inteee. 5T-178-3_RC4_01_5780.0 +MS, 0L3min A17]
Ei0e
152.1740
FE1.2TE3
4
3
3260611
2
1
651.9144
TROR |30 nase \ \ l 5635435
AL635A0 4733235
] ||| l l ||. I.||.| .LI e I w b ik Il i Y . i LI. .
100 200 300 400 500 &00 700
ETA78.3_RC4_01_S740.d
Bruker Compass Datadnalysis 4.4 primed. BIAF2027 83526 PM by: dema Fage 1al 1

HRMS (ESI, m/z) calcd for Ci6H11F4NS [M+H]" 326.0621, found 326.0611.
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Chemical Formula: C3;H5F;0,S
Exact Mass: 292.0745
Molecular Weight: 292.3162
m/z: 292.0745 (100.0%), 293.0778 (14.1%), 294.0703 (4.5%)
Elemental Analysis: C, 53.42; H, 5.17; F, 19.50; O, 10.95; S, 10.97

Method LC TEST_001.m Opergtor dema
Sample Mame  ST-190 Ingtrument  impact Il 1B25265.10256
Comment
Acquisition Parameter
Source Typs E=Sl lan Polarity Positie Set Nebubzer 0.4 Bar
Focus Mal active Set Capillary 2600 W Set Dry Hesaler 180 *C
Sean Bagin 50 miz Set End Plate Offast 800V Set Dry Gas 4.0 Krmin
Sear End a0 miz Set Charging Voltage 2000 Set Divert WValve Source
Set Carara 0 Ak Set APCI Heaber o°c
Irens ST-190_GA4_01_9930.4: #ME, D3 714
%107
F33.0804

1.50

125

1.00

a8

0.50

2050855
025
3561632
149.0231
1010033
A7R.21%43 563.5475 ER0ATH2
000 N .I' l\ l.l“..lI ||.l

HRMS (ESI, m/z) calcd for C13H15F30,S [M+H]" 293.0818, found 293.0809.
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Chemical Formula: C{4H41F30,S

Exact Mass: 264.0432
Molecular Weight: 264.2622

m/z: 264.0432 (100.0%), 265.0465 (11.9%), 266.0390 (4.5%)
Elemental Analysis: C, 50.00; H, 4.20; F, 21.57; O, 12.11; S, 12.13

Acquisition Parameter

Souroe Type =] lan Polarity Positive Set Mebulzer 0.4 Bar
Focus Mal active Set Capillary 2800 Set Dry Hesaler 180 °C
Scan Bagin B0 miz Set End Plale Offsel =500 W Set Dry Gas 4.0 Wrnin
Sean End 16800 mlz Set Charging Vollage 2000 W Set Divert Valve Saurce
Set Conara 0 nA Set APCI Heabar o
Irens 57-136-1_RA3_01_7806.d: +M5, 0. rmin A5
10
JETITEA
265.045%

20

15

1.0

3741583
n 94,5331 302.13m
|l.5
IS5 T62R
60,0735 ‘
3090916
5o 1 ‘Illl Ly Lol by Ll IH. ]Il
260 27 2E0 280 300 3o miz

HRMS (ESI, m/z) calcd for C11H11F20,S [M+H]" 265.0505, found 265.0499.
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Chemical Formula: C{,H3F30,S
Exact Mass: 278.0588
Molecular Weight: 278.2892

m/z: 278.0588 (100.0%), 279.0622 (13.0%), 280.0546 (4.5%)
Elemental Analysis: C, 51.79; H, 4.71; F, 20.48; O, 11.50; S, 11.52

Acquisition Parameter

Souros Type ESI lan Polarity Positine Set Mebulzer 0.4 Bar
Foius Mal active Set Capilary 26800V Set Dry Healer 180 °C
Scan Beagin 50 miz Set End Plaie Offset Set Dry Gas 4.0 Wrnin
Sran End 16800 miz Set Charging Vollage 2000 Set Dvert Walve Saurce
Set Carana 0 nA Set APCI Heater o°c
|I'I|EI1:I-_ 57-138-1-2_RO3_00_7805.d: #MS, DU mnin &7
LR
279.0653
5
330.1534
&4
]
F4
240.137e
FxB.1a07
1 138 3404
2570632
JEFOESE 301.139%
| | ' J Fo4,5329
ol i II. i llll ihakl Ryl L I| || ahe 1 s il IL
240 L 280 300 320 30 omiz

HRMS (ESI, m/z) calcd for C1oH13F30,S [M+H]" 279.0661, found 279.0653.
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Chemical Formula: C;gH,5F;0,S

Exact Mass: 362.1527

Molecular Weight: 362.4512
m/z: 362.1527 (100.0%), 363.1561 (19.5%), 364.1485 (4.5%), 364.1594 (1.8%)
Elemental Analysis: C, 59.65; H, 6.95; F, 15.72; O, 8.83; S, 8.85

Acquisition Parameter

Sournoe Type ESl lan Polarity Positive Set Mebulrer 0.4 Bar
Focus Nal active Set Capillary 2600 W Set Dry Hesaler 180 °C
Scan Bagin B0 miz Set End Plale Offset -500 W Set Dry Gas 4.0 Wrnin
Sean End 3000 m'z Set Charging Vollage 2000 W Set Dwvert Valve Source
Sel Carana 0 A Set APCI Heabar o c
Iriens 57-16B_ROA_01_9324.4: +Ri5, 0.3min AL5
105
B
63.1584
4
2
3711743
40,1585
. AET1TAE 4372519
3471589 | l 185 1681 445.1563
11 | . L M | T ol L i i . i |
Ll 360 380 400 420 440 mz

HRMS (ESI, m/z) calcd for CigHasF30,S [M+H]" 363.1600, found 363.1584.
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6a
Chemical Formula: C45HgF30,S,

Exact Mass: 352.0779
Molecular Weight: 352.4302
m/z: 352.0779 (100.0%), 353.0812 (16.2%), 354.0737 (9.0%), 353.0772
(1.6%), 355.0770 (1.5%), 354.0846 (1.2%)
Elemental Analysis: C, 51.12; H, 5.43; F, 16.17; O, 9.08; S, 18.19

Acquisition Parameter

Scurce Type ESI lon Polarity Pasitrvae Set Nebulzer 0.4 Bar
Focus Not active Sat Capllary 2600 Vv Set Dry Haatar 180 *C
Scan Begin 50 miz Set End Plate Offset 500 v Set Dry Gas 4.0 ¥min
Scan End 3000 miz Sat Charging VoRage 2000 V Set Dwvert Vahe Source
Sel Corona 0 nA Set APCI Heater 0°'C
Intens $7-170_GB3_D1_9178.d: +MS, 0.2min 811, Background Subtracted (87
1
151.08%9
4001
1
3001
2001
3540839
1001

0 Lmu L“& LHJ!LJ“J gl ql‘» )t.m. “HK-L . ﬂti- .hlma.ul. Mm
350 351 52 353 354 355 356 57 358 mz

HRMS (ESI, m/z) calcd for CisH1oF30,S, [M+H]+ 353.0851, found 353.0859.
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7a
Chemical Formula: C4,H3F;03S

Exact Mass: 294.0537
Molecular Weight: 294.2882
m/z: 294.0537 (100.0%), 295.0571 (13.0%), 296.0495 (4.5%)
Elemental Analysis: C, 48.98; H, 4.45; F, 19.37; O, 16.31; S, 10.89

Acquisition Paramotoer

Sourme Type ESI lon Folariy Posive St Mebudizer 0.4 Bar
Foous Mot e Set Capila 2600 v Sief Dry Heater 180 °C
Scan Begin 50 iz Set End Flabe Dfsel B0 W St Dry Gas 4.0 k¥min
Scan End 3000 iz Set Charging Vaolage 2000V St Divert WVake Sourne
Set Conora Ona Eat APCI Heater 0°c
Intirs ST-219_RET_O1_10EI6d: + M5, 0. Imin 818
Al
ud
2950503
&1
44
L
¥Z.o8T
1170423
sk 301.1401
280 280 300 g x20 3% miz

57.219_RET_[M_10836.d

HRMS (ESI, m/z) calcd for C1oH13F305S [M+H]" 295.0610, found 295.0603.
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- 8a
Chemical Formula: C4,H3F30,S
Exact Mass: 310.0487
Molecular Weight: 310.2872
m/z: 310.0487 (100.0%), 311.0520 (13.0%), 312.0445 (4.5%)
Elemental Analysis: C, 46.45; H, 4.22; F, 18.37; O, 20.62; S, 10.33

NEEE §7-2222 i § PLEZ WESR Instrument 1 mPEE
il ] Unknown |/ Injection InjPosition fi =00 Sample IRM EGfEias HEH
BiEHE  Sr-22kad RWAGE 0923-1-pos.m Comment FRER 2021/10/8 13:01:26
w106 |TEST 35940 (rt: 00440 mind Frase 1360V S7T-222-2.d $1EE
6, 2
B0 0551
32H.C 1
R
.4
5
14
0. =4
. o
o4
[
0 | Ly L 1 |
2V0 2TV5 280 285 2090 205 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 3090 395
Counts wve, WRFEE Gmoed

HRMS (ESI, m/z) calcd for C15H13F304S [M+H]" 311.0559, found 311.0551.
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NO,

0=S=0

o)

-

_0 8b

Chemical Formula: C4;H4F3NOgS
Exact Mass: 417.0494
Molecular Weight: 417.3552
m/z: 417.0494 (100.0%), 418.0527 (18.4%), 419.0452 (4.5%), 419.0561
(1.6%), 419.0536 (1.2%)
Flemental Analysis: C, 48.92; H, 3.38; F, 13.66; N, 3.36; O, 23.00; S, 7.68

Method LC_TEST_001.m Operator  demo
Sample Name  §7-210-2 Instrument  impact il 1826265.10256
Comment
Acquisition Parameter
Sowrce Type ESI ion Polarty Posive Set Nebudizer 04 Bx
Foous Not active Set Capisary 2600V Set Dry Heater 180 'C
Scan Begin 50 mvz Set End Plate Ottset 500 V Set Dry Gas 4.0 ¥min
Scan End 3000 miz Set Charging Volage 2000V Set Divert Vahe Source
Set Corona 0nA Set APCI Heater o'c
Inters. | $7-200-2_GE2_01_10752.d: +NY, 0.1 mn A7, Background Ssbitracted [#2)
xlO",
4180565
253
204
18
10+
4163549
05+

4473705
4 4113548 l l | az.2945 RIS lk l
(7] O VAP PUSU SR WP L l- ! VAR WY P Ul BN G ' ORI TG Y a1 1S -l—L
405 410 a5 420 425 4% 435 440 s miz

HRMS (ESI, m/z) calcd for C17H14FsNOgS [M+H]" 418.0567, found 418.0565.
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