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'H NMR of 2a (500 MHz, CDCl;)
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“F NMR of 2a (564 MHz, CDCl;)
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3C NMR of 2b (125 MHz, CDCl5)
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'H NMR of 2¢ (500 MHz, CDCl5)
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F NMR of 2¢ (564 MHz, CDCl5)
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3C NMR of 2d (125 MHz, CDCl5)
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'H NMR of 2e (500 MHz, CDCl5)
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F NMR of 2e (564 MHz, CDCl5)
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3C NMR of 2f (125 MHz, CDCl;)
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'H NMR of 2g (500 MHz, CDCl;)
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“F NMR of 2g (564 MHz, CDCl;)
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'H NMR of 2h (500 MHz, CDCl3)
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3C NMR of 2h (125 MHz, CDCl;)

® W N®E Yo N oo

1= <+ o DN NN een N NN o o n

& 3¢ eeggIsg2rzd s8¢

= o3 cogccooodddz NN

it N

O
S SCF4
i\,o
2h
1
| |
I ] "
200 160 180 170 160 150 140 130 120 110 100 90 80 70 80 30 40 do 20 To )
f1 (ppm)
19
F NMR of 2h (564 MHz, CDClI3)
”
&
T
0O
/\ﬁ,SCFg
%,o
2h
.
4‘0 3‘0 2‘0 1‘0 b *‘10 *‘20 *‘30 *‘40 *‘50 *‘60 *‘70 *‘BO *‘90 *1‘00 *1‘10 *1‘20 *1‘30 *1‘40 *1‘50 *1‘60 *1‘70 *1‘80 *1‘90 *2‘00
f1 (ppm)

S13



'H NMR of 2i (500 MHz, CDCl;)
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F NMR of 2i (564 MHz, CDCl;)
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3C NMR of 2j (125 MHz, CDCl;)
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'H NMR of 2k (500 MHz, CDCl;)
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YF NMR of 2k (564 MHz, CDCl;)
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3C NMR of 21 (125 MHz, CDCl;)
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'H NMR of 2m (500 MHz, CDCl5)
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3C NMR of 2n (125 MHz, CDCl;)
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'H NMR of 20 (500 MHz, CDCl;)
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F NMR of 20 (564 MHz, CDCl;)
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3C NMR of 2p (125 MHz, CDCl5)
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'H NMR of 2q (500 MHz, CDCl;)
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“F NMR of 2q (564 MHz, CDCl;)
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3C NMR of 2r (125 MHz, CDCl5)
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'H NMR of 2s (500 MHz, CDCl;)
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F NMR of 2s (564 MHz, CDCl;)
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3C NMR of 4a (125 MHz, CDCl5)
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'"H NMR of 4b (500 MHz, CDCl;)
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F NMR of 4b (564 MHz, CDCl;)
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3C NMR of 4¢ (125 MHz, CDCl;)
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'H NMR of 4d (500 MHz, CDCl;)
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“F NMR of 4d (564 MHz, CDCl;)

0000 — |

T
-190 -200

SCF3

(0]
SCF
O
de

MeQO

-100 -110 -120 -130 -140 -150 -160 —-170 -180

T
-90

608°€ — J F66'T

T
-70 -80
f1 (ppm)

T
-60

T
-50

YLy —

T T
-30 —40

T
-20

-10

€L579—
9689

7069
806'9 -
L16'9 kﬂ
NNo‘i

6269
LyoL
50
650°L
890°L
TLoL ]
080°L
Ve
gL

961
Te6l
5001

10

'H NMR of 4e (500 MHz, CDCl3)

f1 (ppm)

S36




3C NMR of 4e (125 MHz, CDCl3)
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'H NMR of 4f (500 MHz, CDCI;)
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F NMR of 4f (564 MHz, CDCl;)
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3C NMR of 5 (125 MHz, CDCl5)
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'H NMR of 6 (500 MHz, CDCI;)

0000~ —

rrTe /

ssTE—~
€LEE 7
esee

pOTL ]
oLvL
6LYL
88°L 1
16+°L 1
10s°L |
L0s°L
609°L
Z19°L
S19°L 7
¥29°L
Lzt §
oeoL
6€9°LA
oL
cror/
1108
s10'g
810'8
920’8
620’8
1£0°8
se0'8

SCF,

oot
Foo'1

Feot
oso

Tw._

f1 (ppm)

3C NMR of 6 (125 MHz, CDCl3)

L60S —

109
09
+0'v9
90°'v9

SL9L \

00°LL—F
9TLL /

TssTl
66°LT1 /
99'821 /
09621 ~&
SPoer

s9'zel \
No,ﬁ,_\

€Trel

€061 —

SCF,

110

f1 (ppm)

S41



°SLE—

“F NMR of 6 (564 MHz, CDCl;)
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3C NMR of 7 (125 MHz, CDCl5)
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'H NMR of 8 (500 MHz, CDCl;)

0000~ —

066’
200°S
900°S
L10°S

£9T°L 7
9Ts'Lq
625°L
17S°L
pSSL
LSS'L
099°L 1
799°L 1
$99°L 1
PLY'L A
LLYLA
189°L
689°L

!

769°L
s69°L7
186°L
¥86'L
886'L
S66°L
866'L

3

SCF,

CN

UL

Frot
Feot

Feet
Frot

W_O.N

f1 (ppm)

3C NMR of 8 (125 MHz, CDCl;)

or'1c—

€TEY —

SL9L \

00°LL—F
9TLL /

91'9
16°s2l
LE8 /
16 N_W
16zt
87061~

E.mm_\
wm.mm_\

6L YEl

€57 161 —

SCF;,

CN

f1 (ppm)

S44



“F NMR of 8 (564 MHz, CDCl;)
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3C NMR of 9 (125 MHz, CDCl5)
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X-Ray crystallographic data of compound 5

cs SO

o1
F1 F2

Figure S1. X-Ray crystal structure of 5. Thermal ellipsoids are drawn at the 50% probability
level.

Sample preparation

A single crystal of compound 5 was obtained by slow evaporation of a solution of § in
dichloromethane—hexanes at room temperature.
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Table S1. Crystal data and structure refinement for 5

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

5

C12H8F3NOS

271.25

223(2) K

0.71073 A

Orthorhombic

Pbca

a=8.2239(10) A a=90°.
b =11.2158(11) A B=90°.
c=25.146(3) A y = 90°.
2319.4(5) A3

8

1.554 Mg/m3

0.304 mm-1

1104

0.230 x 0.150 x 0.050 mm3

2.960 to 28.376°.

-10<=h<=10, -14<=k<=14, -33<=I<=33

72285

2893 [R(int) = 0.0777]

100.0 %

Semi-empirical from equivalents
0.7457 and 0.6950

Full-matrix least-squares on F2
2893/0/163

1.042

R1 =0.0588, wR2 = 0.1393
R1=10.0823, wR2 = 0.1554
n/a

1.103 and -0.607 e.A -3
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