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Additive Screening Experiment

Table S1: Results of the Additive Screening to Identify Benign Leaving Groups

10 mol% Cul/DMEDA
25 mol% NaO,CCF,Br

50 mol% KF
0 DMF, 50 °C, 10 min
©/§/\OJ\CFZBr \ Additive (1 equiv.) . ©/\/\CF3
3a 150 mol% KF 4a
(1 equiv.) DMF, 50 °C, 14 h

Additive Yield OH O R Yield Me
Control (no additive)  75% O/ O//< ;h 439 N
MeONa 39% R' \\(NH /> 32%

H,0 24% R' vi on 45% N
R ield RZ Bu 49%

MeOH 19% H  59% o O

'PrOH 31% OMe 34% NH
CF3CH,0H 58% F o419 NH  75% | 55%
(CF3),CHOH 33% CN  36%

EtSH 14% NO,  25% o) S

PhSH 1% H NH

MsNH, 35% N . | 31%

Ts(Ph)NH 44% [N/> 19%
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Stability of the Phenyl Bromodifluoroacetate (1d)

The stability of phenyl bromodifluoroacetate (1d) was tested by storing it in 1-dram vials sealed with a
PTFE-lined screw cap under three distinct conditions, namely 1) on the bench, 2) in a desiccator, and 3)
in the freezer. The stability of the compound was evaluated by 'H- and '?’F-NMR analysis (Figure S1 and
S2), as well as the deoxytrifluoromethylation reaction of cinnamyl alcohol (2a) (Scheme S1). The
compound was stable in all situations and showed no signs of decomposition by NMR. The reaction yields
decreased as the reagent aged. However, the reaction yields were still satisfactory even after 6—8 months.
During this work, the only decomposition pathway observed was the hydrolysis of the compound not
properly protected against residual moisture. No light sensitivity was observed.

10 mol% Cul/DMEDA

WOH . )O%Br 50 mol% HOZCCFzBr' ©/\ACF3
PhO
FF KF, DMF
2a 1d 25°C,40h 4a
2 equiv.

Storage Condition

Period Bench  Desiccator Freezer
Fresh reagent 86
 37days 86 82

97 days 75 70

183 days 73
242 days 67

a19F_NMR Yields.

Scheme S1: Phenyl bromodifluoroacetate (1d) provided satisfactory yields of trifluoromethyl compound

4a after extended storage on the bench, in the desiccator, or in the freezer.
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Figure S1: Representative '"H-NMR spectra of phenyl bromodifluoroacetate (1d) obtained during the

study of its stability. The spectra showed are from the sample stored on the bench.
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Figure S2: Representative '’F-NMR spectra of phenyl bromodifluoroacetate (1d) obtained during the

study of its stability. The spectra showed are from the sample stored on the bench.
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Mechanistic Experiments (Scheme 2)

To better understand the reaction pathway, some experiments were done to probe the mechanism of the
reaction. Specifically, the stability of phenyl bromodifluoroacetate (1d) under reaction conditions, the

kinetic profile of the first hours of reaction, and a stepwise addition to study the formation of the

intermediate ester.

Study of the Formation of Putative “Active Ester Intermediate” In Situ
KF facilitated the fast formation of the putative bromodifluoroacetate ester intermediate, as shown by
stepwise addition of KF and bromodifluoroacetic acid to a DMF solution of cinnamyl alcohol 2a and

phenyl bromodifluoroacetate (1d). The key role of KF was both in the presence and absence of

bromodifluoroacetic acid.

Ph/\/\OH + 10 mol%
” BrCF,CO,H + KF Cul/DMEDA )ok
> > > S
o) DMF DMF DMF Ph™""0" "CF,Br
0, 0,
pho Ccr,gr  25°C 1N 25°C, 1h 25C 3a
1d
. | | [ ]
“g |
>
g [ ]
£
3 "o ¢ °
50,5 e " an g o
© |
o .
£ A A A
S
°
A
0+o—o—o A A A :
0 75 150 225 300
Time (min)

mPhBDFA (1d) A Cinnamyl-OH (2a) @ Cinnamy|-BDFA (3a)

Figure S3: Cinnamyl Bromodifluoroacetate (3a) Formation Upon Stepwise Addition of KF and

Bromodifluoroacetic Acid.
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2a KF BrCF,CO,H )Ok
> > X
0 DMF DMF Ph™ ""0" "CFoBr
(o] 0,
PhOJ\CFZBr 25°C, 1h 25°C, 1 h 3a
1d
1
" g
©
c
>
o
Q.
£
8
o
:205 e ¢ 2 ¢ § ¢ ¢
= m
£ A A
0 - — Y C—— = - - A —k - -
0 75 150
Time (min)

mPhBDFA (1d) A Cinnamyl-OH (2a) e Cinnamyl-BDFA (3a)

Figure S4: Cinnamyl Bromodifluoroacetate (3a) Formation Upon Stepwise Addition of KF and
Bromodifluoroacetic Acid.
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Time-Course Analysis of the Reaction

Ph” "0 10 mol% Cul/DMEDA
2a 50 mol% HO,CCF,Br

o)
- —_— X
0 KF, DMF Ph 0" CF,Br Ph CFs
S > 2 4a
(o]
PhO™ "CF,Br 25°C,1h 3
1d
0,75
m
=
°
2 05 .'. ® o
S ||
g ¢ nlnm . 2 [ ] | | u
2 °
8 ° P
S °
6 .
20,25
A
TS
A V'S ¢
A * *
Crooooooe . A—4 A—
0 25 500
Time (min)

mPhBDFA (1d) a Cinnamyl-OH (2a) e Cinnamyl|-BDFA (3a) & Product (4a)

Figure S5: Time Course Analysis of the Deoxytrifluorometylation of Alcohol 2a
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NMR Spectra

Bromodifluoroacetate Reagents

Parameter Value
N ——"
% 1 Title FAZ-FA-060.1.fid
2 Origin Bruker BioSpin GmbH
3 Spectrometer spect
4 Solvent CDCI3
5 Temperature 296.9
6 Pulse Sequence 2930
O 7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D
)J\ Z-GRD 7108618/ 0786
O CFzBr 9 Number of Scans 16
1d 10 Receiver Gain 1915
11 Relaxation Delay 1.0000
12 Pulse Width 15.0000
13 Presaturation
Frequency
14 Acquisition Time 4.0894
15 Acquisition Date 2016-12-12721:00:00
16 Modification Date 2016-12-12721:00:36
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.0
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
| L L PR U
EE
cee
AN — N
T T T T T T T T T T T
10.0 9.0 8.0 7.0 6.0 5.0 4.0 2.0 1.0 0.0
f1 (ppm)
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N © — o 0 0 @ 0 ©
® o N Smy QWvQ cor-
0 0N O oNO ~— 0 © A Parameter Value
LW < ™ NN oo ~ N ©
AR A A N~~~ 1 Title FAZ-FA-060-1.1.fid
~ /7N NI/ ~ 2 Origin Bruker BioSpin GmbH
3 Spectrometer spect
4 Solvent CDCI3
5 Temperature 298.2
6 Pulse Sequence zgpg30
7 Experiment 1D
8 Probe 5 mm CPDUL 13C/ D-1H Z-
GRD Z44862/ 0018
O 9 Number of Scans 1024
10 Receiver Gain 2050.0
11 Relaxation Delay 0.1500
12 Pulse Width 10.1000
0~ “CF,Br .
13 Presaturation
Frequency
1 d 14 Acquisition Time 1.1010
15 Acquisition Date 2016-12-13T14:23:00
16 Modification Date 2016-12-13T14:23:10
17 Spectrometer 125.79
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2291.4
20 Nucleus 13C
21 Acquired Size 32768
22 Spectral Size 65536
i
|
i L

200 190 180 170 160 150 140 130 120 110 100 90 80 70 6 50 40 30 2 10 O

f1 (ppm)
8 8 Parameter Value
o E 1 Data File Name C:/ Users/ mdem_altman_lab/
" " Desktop/ NMR FID FAZ/ FAZ-
FA-059/ 3/ fid
2 Title FAZ-FA-058.3.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CcDCI3
6 Temperature 296.9
7 Pulse Sequence zgflgn
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D Z-
O GRD 2108618/ 0786
10 Number of Scans 16
O CFzBr " Receive.r Gain 1915
12 Relaxation Delay 1.0000
1 d 13 Pulse Width 16.5000
14 Acquisition Time 0.7340
15 Acquisition Date 2016-12-12720:43:00
16 Modification Date 2016-12-12T20:43:10
17 Spectrometer Frequency 376.46
18 Spectral Width 89285.7
19 Lowest Frequency -82481.3
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072
g
N
L — L — L — — T L — L — — T L — L — — T T
0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -20C
1 (ppm)
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OUOTOMONOULITNON N
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MNNMNNMNMNMNNO©OO O © © © ™ Parameter Value
T == ‘ 1 Data File Name Y/ datal faz/ nmi/ SYD-
$1-021/ 2/ fid
2 Title SYD-81-021.2.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.7
7 Pulse Sequence zg30
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D
M eo Z-GRD 7108618/ 0786
O 10 Number of Scans 16
)J\ 11 Receiver Gain 69.2
(@) C FzBr 12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
1 e 14 Acquisition Time 4.0894
15 Acquisition Date 2018-04-26T12:21:00
16 Modification Date 2018-04-26T12:21:37
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1544.9
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
Lo
1|
L JJ
8 g 5
NN [30)
—7T ‘T + T +~ T ~ T *~ T *~ T *~ T + T T T~ T *~ T * T T T T T T T T T T T T T T T T 1
10.0 95 9.0 85 80 75 70 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0 0.5 0.0
f1 (ppm)
© «— W N AN O N NN~
© < ™ N < 0~ © - ©0o <
@ 00 ¥ ) ~ <~ 0 © A ™~ Parameter Value
0w wWw < N~ «— O O N~ N~ © Yo}
A - At N~~~ 0 1 Data File Name W:/ datal faz/ nmr/ SYD-
—— | /NSNS ~J— | $1-021-1/ 2/ pdata/ 1/ 1r
2 Title SYD-$1-021-1.2.1.1r
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent cDCi3
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Probe Z150363_0002 (CP BBO
500S2 BBF-H-D-05 Z)
MeO 10 Number of Scans 1024
(@] 11 Receiver Gain 16.0
)J\ 12 Relaxation Delay 0.1500
13 Pulse Width 10.0000
(0] C FQB r 14 Acquisition Time 1.0980
15 Acquisition Date 2018-04-26T14:28:15
1 e 16 Modification Date 2018-04-26T14:28:15
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2304.1
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768
i |
Ll
T T T T T T T T T T T T T T T T T T T T T
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f1 (ppm)
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8 - Parameter Value
) © )
1 Data File Name Y:/ data/ faz/ nmr/ SYD-
[ [ 1021/ 3/ fid
2 Title SYD-$1-021.3.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.7
7 Pulse Sequence zgflgn
8 Experiment 1D
Meo O 9 Probe 5 mm PABBO BB/ 19F-1H/ [
)J\ Z-GRD Z108618/ 0786
10 Number of Scans 16
O CFzBr 11 Receiver Gain 1915
1 e 12 Relaxation Delay 1.0000
13 Pulse Width 16.5000
14 Acquisition Time 0.7340
15 Acquisition Date 2018-04-26T17:47:00
16 Modification Date 2018-04-26T17:47:07
17 Spectrometer 376.46
Frequency
18 Spectral Width 89285.7
19 Lowest Frequency -82473.1
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072
g
N
T L E— T T L E— T T L E— T T L E— T T T T T T T T T T T T T L E— T T L E— T T L E—
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f1 (ppm)
CERBITIIBAHAQ
~ :;;\;&J%\;;::—T Parameter Value
1 Data File Name Y/ data/ faz/ nmr/ FAZ-
FA-049-1/ 1/ fid
2 Title FAZ-FA-049-1.1 fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 297.0
7 Pulse Sequence 2930
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H.
D Z-GRD 2108618/ 0786
Ph 10 Number of Scans 8
O 11 Receiver Gain 149.6
12 Relaxation Delay 1.0000
)J\ 13 Pulse Width 15.0000
O C F2 Br 14 Acquisition Time 4.0894
15 Acquisition Date 2016-11-30T09:52:00
1f 16 Modification Date ~ 2016-11-30T09:52:35
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.4
20 Nucleus 1H
i 21 Acquired Size 32768
[ 22 Spectral Size 65536
WL N
BT & W
Qv vOov Q
NANN~N O o
T T T T T T T T T T T T T T 1
0.5 9.5 8.5 7.5 6.5 55 4.5 3.5 2.5 1.5 0.5 -C
1 (ppm)
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LWL ¥ ¥® ANNNN ~OO ~N© Parameter Value
NN TS ST Y ~ > 1 Data File Name W:/ datal faz/ nmr/ FAZ-
~ ‘ N N N FA-049-1/ 2/ pdata/ 1/ 1r
2 Title FAZ-FA-049-1.2.1.1r
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
Ph 6 Temperature 298.2
O 7 Pulse Sequence zgpg30
)J\ 8 Experiment 1D
9 Probe Z150363_0002 (CP BBO
O C FZB r 50082 BBF-H-D-05 Z)
10 Number of Scans 1280
1f 11 Receiver Gain 16.0
12 Relaxation Delay 0.1500
13 Pulse Width 10.0000
14 Acquisition Time 1.0980
15 Acquisition Date 2018-04-26T14:01:27
16 Modification Date 2018-04-26T14:01:27
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2287.4
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768

mmmm

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

f1 (ppm)
o
o ©
g ; Parameter Value
\ \ 1 Data File Name Y:/ data/ faz/ nmr/ FAZ-
FA-049/ 2/ fid
2 Title FAZ-FA-049.2 fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.6
7 Pulse Sequence zgflgn
8 Experiment 1D
Ph 9 Probe 5mm PABBO BB/ 19F-1H
O D Z-GRD 7108618/ 0786
10 Number of Scans 16
(@) CFzBI' 11 Receiver Gain 1915
12 Relaxation Delay 1.0000
1f 13 Pulse Width 16.5000
14 Acquisition Time 0.7340
15 Acquisition Date 2018-04-26T17:43:00
16 Modification Date ~ 2018-04-26T17:43:35
17 Spectrometer 376.46
Frequency
18 Spectral Width 89285.7
19 Lowest -82483.7
Frequency
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072

2.00-

o0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100-110-120-130-140-150-160-170-180-190 -200 -21C
f1 (ppm)
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\7.26

4
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S
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Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® N o s ®wN

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency

20 Nucleus

21 Acquired Size

22 Spectral Size

Y:/ data/ pross/ nmr/ PAR-

5 mm PABBO BB/ 19F-1H/ D
Z-GRD 2108618/ 0786

2017-06-14T716:06:00
2017-06-14T716:06:39

Value

R-40-Final/ 1/ fid
PAR-R-40-Final.1.fid
Bruker BioSpin GmbH
spect
CDCI3
296.5
zg30
1D

16
191.5
1.0000
15.0000
4.0894

400.13

8012.8
-1545.2
1H
32768
65536

g

N

2.021

| N

10.0 9.5 9.0 8.5

F3C

130.29

<
“
N~
0
-

157.86
157.60
"\ 152.00

{
\

130.02

©
~
o
I
d

129.49

127.52

@ ©
~

127.49
127.46
127.43
126.92
124.75
122.59
121.32
120.43
115.5

o
e
s

~
N
[
o
-

105.77

|
i

80 75 70 65 6.0 55 50 45 40 35 3.0 25
1 (ppm)

77.41
77.16
76.91

20 15 1.0 05 0.0

Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ©® N oA WN

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width

14 Acquisition Time
15 Acquisition Date

Value
W:/ data/ faz/ nmr/ PAR-
R-040/ 2/ pdata/ 1/ 1r
PAR-R-040.2.1.1r

Bruker BioSpin GmbH

spect

CDCI3

298.2

29pg30

1D

Z150363_0002 (CP BBO
50082 BBF-H-D-05 Z)

1500
18.0
1.0000
10.0000
1.0980
2018-04-26T15:26:36

1 g 16 Modification Date 2018-04-26T15:26:37
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest -2284.5
Frequency
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768
| (o |
|
1 11 i .
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O

f1 (ppm)
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S g3
< = o Parameter Value
< ©Q
[ N 1 Data File Name Y:/ datal faz/ nmr/ PAR-
R-040/ 2/ fid
2 Title PAR-R-040.2 fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.6
7 Pulse Sequence zgflgn
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D|
Z-GRD 2108618/ 0786
10 Number of Scans 16
F3C 11 Receiver Gain 191.5
O 12 Relaxation Delay 1,0000
13 Pulse Width 16.5000
14 Acquisition Time 0.7340
O C F2 B r 15 Acquisition Date 2018-04-26T17:50:00
16 Modification Date 2018-04-26T717:50:16
1 g 17 Spectrometer 376.46
Frequency
18 Spectral Width 89285.7
19 Lowest Frequency -82453.4
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072
18
<o
® <
- ™
T T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -20C
1 (ppm)
gewsdreog N
MNNNMNNMNNMNNMNNMN N
Parameter Value
1 Data File Name C:/ Users/ mdecm_altman_lab/
Desktop/ NMR FID FAZ/ FAZ:
o 0552/ fd Me
2 Title FAZ-FA-055-2.3 fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent coei o CFoBr
6 Temperature 298.4 Me
7 Pulse Sequence 2930 1 h
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D
Z-GRD 7108618/ 0786
10 Number of Scans 16
11 Receiver Gain 169.0
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2016-12-10T719:58:00
16 Modification Date 2016-12-10T719:58:22
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.0
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
|
J |
" A
g g
N ©
T T T T T T T T T T T
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
1 (ppm)
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@ 00 @ o O N O N~ D
[ONON] © NN © o0 < < N
- - - - - - - - 0
~ | NS N/ Parameter Value ‘
1 Data File Name C:/ Users/
mdcm_altman_lab/ Desktopl
NMR FID FAZ/ Sienal FAZ
FA-055-1/ 1/ fid
2 Title FAZ-FA-055-1.1.fid
3 Origin Bruker BioSpin GmbH
Me 4 Instrument spect
(@) 5 Solvent coci3
6 Temperature 298.2
7 Pulse Sequence zgpg30
O CFzBr 8 Experiment 1D
9 Probe 5mm CPDUL 13C/D-1H Z
M e 1 h GRD 744862/ 0018
10 Number of Scans 1024
11 Receiver Gain 2050.0
12 Relaxation Delay 0.1500
13 Pulse Width 10.1000
14 Acquisition Time 1.1010
15 Acquisition Date 2016-12-13T14:49:00
16 Modification Date 2016-12-13T714:49:08
17 Spectrometer 125.79
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency 2878.4
20 Nucleus 13C
21 Acquired Size 32768
22 Spectral Size 65536
|
| Ll
T T T T T T T T T T T T T T T T T T
10 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40
f1 (ppm)
N
o 2
o o Parameter Value
o ©
| 1 Data File Name C:/ Users/ mdem_altman_lab/
Desktop/ NMR FID FAZ/ FAZ-
FA-055-2/ 5/ fid
2 Title FAZ-FA-055-2.5.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.9
7 Pulse Sequence zgflgn
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D Z-
M GRD 2108618/ 0786
o
10 Number of Scans 16
11 Receiver Gain 191.5
O CF zBr 12 Relaxation Delay 1.0000
13 Pulse Width 16.5000
Me 14 Acquisition Time 0.7340
1h 15 Acquisition Date 2016-12-12T20:39:00
16 Modification Date 2016-12-12720:39:21
17 Spectrometer Frequency 376.46
18 Spectral Width 89285.7
19 Lowest Frequency -82483.9
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072
(=]
N
N

f1 (ppm)

S15

0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100-110-120-130-140-150-160-170-180-190-200




T OO 0000 ©
DHBYITIIIT I
NNMNNMNMNMNMNMNNMNNMNN Parameter Value
B 1 Data File Name Y:/ data/ slov/ nmr/ SYD-
$1-075/ 5/ fid
2 Title SYD-51-075.5.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CbCi3
6 Temperature 296.3
O 7 Pulse Sequence 2930
)J\ 8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D
S C FZB r Z-GRD 7108618/ 0786
1i 10 Number of Scans 16
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2017-08-14T11:29:00
16 Modification Date 2017-08-14T11:29:04
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.4
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
J A
g
'o)
T T T T T T T T T T T T T T T T T T T T T
10.0 95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0.0
f1 (ppm)
N~ N O — 0 ) © oW~
© © ® VOON NAN - © =
0 W W tToo® 0 oMo N Parameter Value
® 0 ®© OONN T NN ©
AN A N~~~ 1 Data File Name W/ data/ slov/ nmr/ SYD-
~— [T N/ ~ $1-075/ 2/ pdata/ 1/ 1r
2 Title SYD-S1-075.2.1.1r
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent [e]ek}
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Probe Z150363_0002 (CP BBO
500S2 BBF-H-D-05 Z)
10 Number of Scans 1280
(@) 11 Receiver Gain 18.0
12 Relaxation Delay 0.1500
)’I\ 13 Pulse Width 10.0000
S C FZB r 14 Acquisition Time 1.0980
15 Acquisition Date 2017-08-15T15:41:00
1 i 16 Modification Date 2017-08-15T15:41:00
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2288.3
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768
i |
i L] .
T T T T T T T T T T T T T T T T T T T T T
'00 190 180 170 160 150 140 130 120 110 100 90 80 70 60 650 40 30 20 10 O

f1 (ppm)
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—-0.00

—-59.50

Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ©® NG A WN

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width
14 Acquisition Time
15 Acquisition Date
16 Modification Date
17 Spectrometer
Frequency
18 Spectral Width
19 Lowest Frequency
20 Nucleus
21 Acquired Size
22 Spectral Size

Value
Y:/ data/ slov/ nmr/ SYD-
$1-075/ 6/ fid
SYD-81-075.6.fid
Bruker BioSpin GmbH
spect
CDCI3
297.0
zgflan
1D

5 mm PABBO BB/ 19F-1H,
D Z-GRD Z108618/ 0786

16
191.5
1.0000
16.5000
0.7340
2018-06-30T16:15:00
2018-06-30716:15:41
376.46

89285.7
-82488.8
19F
65536
131072

42.00—

0 -10 -20 -30 -40 -50

-70 -80 -90 -100 -110-120 -130 -140 -150 -160 -170 -180 -190 -200

-60
f1 (ppm)
LOOTNO®0O©O®WWLM [}
DOV BEITOM® <
NNNNNNNNNNNN N
I S R —
N N Parameter Value ‘
1 Data File Name Z:/ datal faz/ nmr/ FAZ-
FB-074/ 11/ fid
2 Title FAZ-FB-074.11.fid
3 Origin Bruker BioSpin GmbH
O 4 Instrument spect
5 Solvent CDCI3
)J\ 6 Temperature 2971
N CFzBr 7 Pulse Sequence 2g30
| 8 Experiment 1D
TS 9 Probe 5 mm PABBO BB/ 19F-1H/ D
Z-GRD Z108618/ 0786
1j 10 Number of Scans 16
11 Receiver Gain 1915
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2017-11-06T11:10:00
16 Modification Date 2017-11-06T11:10:01
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.1
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
[
J )|
d b P
Q meeQ @
- N N
— 7T — T T—— T — T T —T 77—
10.0 9.5 9.0 8.5 70 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 05 0.0

8.0

f1 (ppm)
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883 383333x3 ©38 s¢5 0
b ¢325-3% 288 NI o
- - T rTrTTeTT v ~N~ N ~
~ | = N/ ~ [
Parameter Value
1 Data File Name Y/ datal faz/ nmr/ FAZ-
FB-074-1/ 3/ pdata/ 1/ 1r
2 Title FAZ-FB-074-1.3.1.1r O
3 Origin Bruker BioSpin GmbH
4 Instrument spect JJ\
5 Solvent coci3 N CF 2 Br
6 Temperature 296.3 |
7 Pulse Sequence zgpg30 TS
8 Experiment 1D .
9 Probe Z150363_0002 (CP BBO 1]
500S2 BBF-H-D-05 Z)
10 Number of Scans 1280
11 Receiver Gain 18.0
12 Relaxation Delay 0.1500
13 Pulse Width 10.0000
14 Acquisition Time 1.0980
15 Acquisition Date 2017-11-07T10:52:29
16 Modification Date 2017-11-07T10:52:30
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2289.9
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768
‘ || T
i 1L
L E— L T T T T T T T L L L T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)
&
8 <
=) o Parameter Value
‘ ‘ 1 Data File Name Z/ datal fazl nmrl FAZ-
FB-074/ 16/ fid
2 Title FAZ-FB-074.16.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 297.0
O 7 Pulse Sequence zgfign
JJ\ 8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H/ D
[}] CFzBr Z-GRD 2108618/ 0786
TS 10 Number of Scans 16
. 11 Receiver Gain 191.5
1j 12 Relaxation Delay 1.0000
13 Pulse Width 16.5000
14 Acquisition Time 0.7340
15 Acquisition Date 2017-11-07T10:41:00
16 Modification Date 2017-11-07T10:41:04
17 Spectrometer 376.46
Frequency
18 Spectral Width 89285.7
19 Lowest Frequency -82485.8
20 Nucleus 19F
21 Acquired Size 65536
22 Spectral Size 131072
g
N
T T T T T T T T T T T T
10 -10 -30 -50 -70 -90 -110 -130 -150 -170 -190 -210
1 (ppm)
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Reaction Scope

Allyl Trifluoromethanes (Table 2)
IARIBIIY3B 222y 888383853
NNANNMNNMNMNMNNMNNOO ©O©O©O©O© MOMOMOONNNN
e ) N —e

CF;

4a

Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® NP wN

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width

14 Acquisition Time
15 Acquisition Date
16 Modification Date

Value
C:/ Users/ Camila/ Desktop/'
NMRs/ FAZ-FC-024/ 2/ fid
FAZ-FC-024.2 fid
Bruker BioSpin GmbH
spect
CDCI3
296.5
2g30
1D

5 mm PABBO BB/ 19F-1H/ D
Z-GRD 2108618/ 0786

16
169.0
1.0000
15.0000
4.0894
2018-03-17T17:04:00
2018-03-17T17:04:12

0.98] =——=

.
g

0.80=

17 Spectrometer 400.13
Frequency
| 18 Spectral Width 8012.8
19 Lowest Frequency -1545.0
i 20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
i
l A

B 3
(o] o

10.0 95 9.0 85 80 75 7.0 65 6.0 55 50 45 4.0 35 3.0 25 20

© © ®
) © 10 1
© © ©
Y

,7.33
X731
,6.88

CFj3

MeO
4b

f1 (ppm)

—3.82
2.99
2.97
2.97
2.96
2.94

%

1.5 1.0 05 0.0

Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® N oA wN

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width

14 Acquisition Time
15 Acquisition Date
16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency
20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y:/ datal faz/ nmr/ FAZ-
FB-121/ 3/ fid
FAZ-FB-121.3.fid
Bruker BioSpin GmbH
spect
CDCI3
297.0
2930
1D

5 mm PABBO BB/ 19F-1H/
Z-GRD 7108618/ 0786

16
149.6
1.0000
15.0000
4.0894
2018-01-30721:32:00
2018-01-30721:32:05
400.13

8012.8
-1545.2
1H
32768
65536

b

2.00=x
0.981
10.9997 me=

2

7.0

d
[
5

0.510.0 9.5 9.0 85 8.0 7. 6.5

6.0 5

5 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0

1 (ppm)
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Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© NG A ®N

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width

14 Acquisition Time
15 Acquisition Date
16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest
Frequency

20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y/ datal faz/ nmr/ FAZ-
FB-122/ 7/ fid
FAZ-FB-122.7 fid
Bruker BioSpin GmbH
spect
CDCI3
296.9
zg30
1D

5 mm PABBO BB/ 19F-1H/
D Z-GRD Z108618/ 0786

16
1915

1.0000

15.0000

4.0894
2018-07-17T716:17:00
2018-07-17T716:17:44

400.13

8012.8
-1545.4

1H
32768
65536

4c

CF,

2.001 ==

2.07=

1.047 =—_

1.071 =———

)

10.510.0 9.5 9.0 85 80 75 7.0 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.C

1 (ppm)

NOULNOTNODDUONLLMN— D MM O NWONO©OITFTOM
RRRERREEREEEEEEEEE: 05800929900
NNMNNMNNMNMNNMNNNOO OO O OO MOMOMMNNNNNNNN
TS NV N Te————
Parameter Value
1 Data File Name Z:/ data/ faz/ nmr/ FAZ-
FB-118/ 5/ fid
2 Title FAZ-FB-118.5.fid
3 Origin Bruker BioSpin GmbH \
4 Instrument spect CF
5 Solvent cpci3 3
6 Temperature 297.0
7 Pulse Sequence 2930
8 Experiment 1D F
9 Probe 5 mm PABBO BB/ 19F-1H/ D 4d
Z-GRD 7108618/ 0786
10 Number of Scans 16
11 Receiver Gain 169.0
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-01-30T15:35:00
16 Modification Date 2018-01-30T15:35:17
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8 |
19 Lowest Frequency -1545.3 |
20 Nucleus 1H | |
21 Acquired Size 32768
22 Spectral Size 65536
$8 8§ 3 d
N ~ o - N
T T T T T T T T T T T
10.0 9.0 8.0 7. 6.0 4.0 3.0 2.0

5.0
1 (ppm)
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TOND T - DNDOVOONNVOVONOWXWNOTNNO®
DOYIITNOONBNANNNN OO =« = = =0
MNANNMNMNMNMNMNMNNMNNMNNMNNMNMNNMNNMNNDNN O©©O© O©© O©©0 o
e\ P | S
Parameter Value

-

Data File Name Z:/ data/ faz/ nmr/ FAZ-

FB-115/ 8/ fid

2 Title FAZ-FB-115.8.fid

3 Origin Bruker BioSpin GmbH

4 Instrument spect

5 Solvent CbCi3

6 Temperature 297.0

7 Pulse Sequence 2930

8 Experiment 1D

9 Probe 5 mm PABBO BB/ 19F-1H/ D

Z-GRD 7108618/ 0786

Br

3.05
3.04
3.03
3.02
3.00
3.00
2.99

2.95
2.95

—_——

CF;

4e
10 Number of Scans 16
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-01-23T09:52:00
16 Modification Date 2018-01-23T09:52:13
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.3
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
J R .
gEas & & &
% QQ e < N
SR - - o
T T T T T T T T T T T T T
10.0 9.0 8.0 7.0 6.0 5. 4.0 3.0 2.0 1.0 0.0
1 (ppm)
OCUOANTODDNOLMMM— OO ® © N < N ON OISO
MMM™®M®MO 0 OWWONOWWONNMNOOO 0 o o 00 0 00 © O ©
NNNNNOOUOUOUOBOOWWBWL0LW < << NN Parameter Value
TS TTTe——— o TSN 1 Data File Name Y datal faz/ nmrl FAZ-
FB-135/ 2/ fid
2 Title FAZ-FB-135.2.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.6
7 Pulse Sequence 2930
Bno\/\/\ 8 Experiment 1D
C F3 9 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD 2108618/ 0786
4f 10 Number of Scans 16
11 Receiver Gain 149.6
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date  2018-02-07720:03:00
16 Modification Date ~ 2018-02-07720:03:02
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest -1544.9
Frequency
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
J | |
\ A |
T - Py
< @ °’. °’.
1o) - - -
T T

10.0 95 9.0 85 80 7.5 7.0 6.5 6

0 55 50
f1 (ppm)

S21

45 40 35 3.0 25 20 15 1.0 0.5 0.0 -O.



Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® N O o s W N

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency
20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y:/ data/ faz/ nmr/ FAZ-
FB-137/ 9/ fid
FAZ-FB-137.9.fid
Bruker BioSpin GmbH
spect
CDCI3
296.5
2930
1D

5 mm PABBO BB/ 19F-1H/
D Z-GRD Z108618/ 0786

16
169.0
1.0000
15.0000
4.0894
2018-06-07720:40:00
2018-06-07720:40:36
400.13

8012.8
-1545.2
1H
32768
65536

Me

4i

M- OMONMNMNOTONTOOLTANNNT-COFTTONTODONOT
KNNRKRKKRO--O0 00 0®X0OOOOOONOOOLOLD XTI
fFfaANNANNNNrFrFr s rrrrr s e e == e -
b U VLR P S L

CF3

1.00 ——

2.09] me—
-

§ g4as

1 (ppm)
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Allenyl Trifluoromethanes (Table

N

NOUITTOANNTTTNNCT-—OODDO T M™N
HOXDVOVODVOWILOLWLOVOOOIETNOOO®©
NNNNNNNNNNNNNNNNNNNNG BB B
B LN NN S Ny S G

CF3
6a

Parameter

-

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

Vo NO U A WN

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency
20 Nucleus

21 Acquired Size

22 Spectral Size

Value
C:/ Users/ Camila/ Desktop/
FAZ-FB-129/ 2/ fid
FAZ-FB-129.2.fid
Bruker BioSpin GmbH

spect

CDCI3

296.2

2930

1D

5 mm PABBO BB/ 19F-1H/ D|
Z-GRD 7108618/ 0786

16
191.5
1.0000
15.0000
4.0894
2018-02-05T11:43:00
2018-02-05T11:43:29
400.13

8012.8
-1545.0
1H
32768
65536

3

[%
06/
3.05q

1.0
3.0

10.0 9.5 9.0 85 80 75 7.0 6.5 6.0 55 50 45 40 35 3.0 25

20 15 1.0 0.5 0.0

1 (ppm)
D WOMNO©ON © — O N ©
NNNNNN  NOO < )
0 00 00 0 0 O N~ N~ © 0w 2] Parameter Value
TS A4 e 1 Data File Name Y:/ datal faz/ nmr/ FAZ-
FB-127/ 5/ fid
2 Title FAZ-FB-127.5.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.2
7 Pulse Sequence 2930
8 Experiment 1D
OMe 9 Probe 5 mm PABBO BB/ 19F-1H|
D Z-GRD Z108618/ 0786
10 Number of Scans 16
02N 11 Receiver Gain 1915
12 Relaxation Delay 1.0000
c F3 13 Pulse Width 15.0000
6b 14 Acquisition Time 4.0894
15 Acquisition Date 2018-04-23T20:24:00
16 Modification Date 2018-04-23T20:24:08
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.3
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
I
|
|
l J J | W
T
g% 3 : >
- O - N s}
T T

10.0 95 9.0 85 80 7.5 7.0 6.5 6.0 55 5.0

S23

45 40 35 3.0 25 20 15 1.0 05 0.0
f1 (ppm)



Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ©® NG s N

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest
Frequency

20 Nucleus

21 Acquired Size

22 Spectral Size

T O WOWMANNOT O - O OO’ N O DN
~o0o©0oT I TN [CRGRENT <t Om
W OoOMNNMNMNNMNNDMN 0 wwow A
e N e e
Value
Y:/ datal faz/ nmr/ FAZ-

FC-028/ 3/ fid
FAZ-FC-028.3.fid
Bruker BioSpin GmbH
spect
CDCI3
296.8
2930
1D

5 mm PABBO BB/ 19F-1H
D Z-GRD 2108618/ 0786

16
169.0

1.0000

15.0000

4.0894
2018-04-20T10:08:00
2018-04-20T10:08:20

400.13

8012.8
-1545.0

1H
32768
65536

MeOzC

CF;

6¢c

NO®
A
-

~—

g

2,107

3

10.0 9.5 9.0 8.5

o T4
Q6 erx
o o -
80 75 7.0 6.5 6.0 55 50 45
1 (ppm)
ONNWONOOSSTTONOS D O N~
IR RERR © oo
WONMNNNNNNNNNNN 0 W W
R P ~
Parameter

1.00%

g

8

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® N Do s W N

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency
20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y/ datal faz/ nmr/ FAZ-
FC-071/ 3/ fid
FAZ-FC-071.3.fid
Bruker BioSpin GmbH
spect
cDCI3
296.4
zg30
1D

5 mm PABBO BB/ 19F-1H/
Z-GRD 7108618/ 0786

16
191.5
1.0000
15.0000
4.0894
2018-06-20720:54:00
2018-06-20720:54:12
400.13

8012.8
-1545.1
1H
32768
65536

40 35 30 25 20 15 1.0 05 0.0

1.68

1.9

2105 =

—
-

9.281

10.0 9.5 90 85 80 75 70 6.5 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0

1 (ppm)
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~— —\— Parameter Value
Data File Name Y:/ datal faz/ nmr/ FAZ-
FC-072/ 7/ fid

2 Title FAZ-FC-072.7 fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
H 5 Solvent CDCI3
F3C N s ;’empera(ure 296.9
ulse Sequence 2930
\n/ 8 Experiment 1D
O 9 Probe 5 mm PABBO BB/ 19F-1H)
D Z-GRD 2108618/ 0786
C:':3 10 Number of Scans 16
6e 11 Receiver Gain 1915
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894

15 Acquisition Date 2018-07-11T15:00:00
16 Modification Date ~ 2018-07-11T15:00:07

17 Spectrometer 400.13
Frequency

18 Spectral Width 8012.8

19 Lowest -1545.4
Frequency

20 Nucleus H

21 Acquired Size 32768

22 Spectral Size 65536

1.00] —————

1 (ppm)

N — MO0 MO AN~ O
wn<d SN © ©© o
NNNNN W Ww W
e -
Parameter Value
1 Data File Name Y:/ data/ faz/ nmr/ FAZ-
FB-131/ 5/ fid
2 Title FAZ-FB-131.5.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect CI
5 Solvent CDCI3
6 Temperature 296.7
7 Pulse Sequence 2930 CI
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H,; CF
D Z-GRD Z108618/ 0786 f 3
6
10 Number of Scans 16
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-07-12T11:17:00
16 Modification Date 2018-07-12T11:17:15
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.1
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536

. . Lo

2.001 =

X
b
o ©
oo

0.95,

10.0 95 9.0 85 80 75 7.0 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
1 (ppm)
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Benzyl Trifluoromethanes

(Table 4)

EINBIIT 88883
NNNNNNN mmmon
=\ e N
Parameter Value
1 Data File Name Y:/ data/ faz/ nmr/ FAZ-
FC-002/ 9/ fid
2 Title FAZ-FC-002.9.fid
3 Origin Bruker BioSpin GmbH CF3
4 Instrument spect
5 Solvent CDCI3
6 Temperature 296.3
7 Pulse Sequence 2930
8 Experiment 1D 8a
9 Probe 5mm PABBO BB/ 19F-1H/ D
Z-GRD 2108618/ 0786
10 Number of Scans 16
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-08-08T00:06:00
16 Modification Date 2018-08-08T00:06:38
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.4
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
I “
J U A " A " “ awd _J L
LSS d
eeecQ Q
™~ N~ N
T T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 85 80 75 70 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0
1 (ppm)
LOONONO OO — 0 © 0 D ™M v ©
SETNOMNMONDDDONN - © ®MmoAN
NNMNNMNNMNMNNMNNMNNO OO OO Yo} (s} M Mmomon
T\ Ne— I =
Parameter Value
1 Data File Name Y/ datal faz/ nmr/ FAZ-
FC-036/ 3/ fid
2 Title FAZ-FC-036.3.fid
3 Origin Bruker BioSpin GmbH
CF 4 Instrument spect
3 5 Solvent coci3
6 Temperature 296.8
7 Pulse Sequence 2930
Bno 8 Experiment 1D
OMe o e gt
8b 10 Number of Scans 16
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-04-26T11:27:00
16 Modification Date 2018-04-26T11:27:36
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.1
20 Nucleus 1H
21 Acquired Size 32768
N 22 Spectral Size 65536
|
J A .
g T g &
© < < @
0 N ™ -

10.0 9.5 9.0 85 8.0 7.

[&)]

7.

1 (ppm)
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ONNLOWO-—ONNLIM®O®DO TN N— OO0 ©OY® 0
RN EAEAEERARRRAR. DD «
NNNNNNNNNNNNNNNNN HOOOONO® [sY
s N —— e\ =
Parameter Value
1 Data File Name Y/ data/ faz/ nmr/ FAZ-
FC-009/ 7/ fid
2 Title FAZ-FC-009.7.fid
3 Origin Bruker BioSpin GmbH
CF3 4 Instrument spect
5 Solvent CcDCI3
6 Temperature 296.8
\ 7 Pulse Sequence 2930
8 Experiment 1D
9 Probe 5 mm PABBO BB/ 19F-1H,
N D Z-GRD 7108618/ 0786
\
TS 10 Number of Scans 16
8c 11 Receiver Gain 191.5
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-03-12T19:51:00
16 Modification Date  2018-03-12T19:51:30
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest -1545.0
Frequency
20 Nucleus 1H
21 Acquired Size 32768
| 22 Spectral Size 65536
[
|
]
J A A
S d b L 3
QRRQQ T Q Q
Ov- O+« 3" ™
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MNNNMNMNMMMNMNMNMNMMNMNNMNNMNDMN Parameter Value
e e
1 Data File Name C:/ Users/ Camila/ Desktop/
NMRs/ FAZ-FC-011/ 5/ fid
2 Title FAZ-FC-011.5.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
4
N / CF3 5 Solvent coci3
\N 6 Temperature 296.8
/ 7 Pulse Sequence 2930
Ph 8 Experiment 1D
8d 9 Probe 5 mm PABBO BB/ 19F-1H/ D
Z-GRD 2108618/ 0786
10 Number of Scans 16
11 Receiver Gain 1915
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-03-07T20:42:00
16 Modification Date 2018-03-07720:42:33
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.0
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
JL_J \_J A ™ l A__L A
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f1 (ppm)
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Parameter Value
1 Data File Name Y:/ datal faz/ nmr/ FAZ-
FC-068/ 2/ fid
2 Title FAZ-FC-068.2.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect CF3
5 Solvent CDCI3
6 Temperature 296.7
7 Pulse Sequence 2930 \
8 Experiment 1D /N
9 Probe 5 mm PABBO BB/ 19F-1H/ D N
Z-GRD 7108618/ 0786 \
10 Number of Scans 16 Me
11 Receiver Gain 191.5
12 Relaxation Delay 1.0000 8e
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-06-18T20:37:00
16 Modification Date 2018-06-18720:37:23
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest Frequency -1545.1
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
| |
J |
1
EEES 38
S+~ o SR
T T T T T T T T T T T T T
).5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0
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Parameter Value
1 Data File Name C:/ Users/ Camila/ Desktop/
FAZ-FC-068/ 2/ pdata/ 1/ 1r
2 Title FAZ-FC-068.2.1.1r
3 Origin Bruker BioSpin GmbH
4 Instrument spect CF3
5 Solvent CDCI3
6 Temperature 298.2
7 Pulse Sequence zgpg30 \
8 Experiment 1D /N
9 Probe Z150363_0002 (CP BBO N
50082 BBF-H-D-05 Z) \
10 Number of Scans 2048 Me
11 Receiver Gain 14.2
12 Relaxation Delay 0.1500
13 Pulse Width 10.0000 se
14 Acquisition Time 1.0980
15 Acquisition Date 2018-07-23T14:38:16
16 Modification Date 2018-07-23T714:38:16
17 Spectrometer 125.77
Frequency
18 Spectral Width 29761.9
19 Lowest Frequency -2288.1
20 Nucleus 13C
21 Acquired Size 32678
22 Spectral Size 32768
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Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© o N oA ®wN

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Acquisition Time

15 Acquisition Date

16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency

20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y:/ datal faz/ nmr/ FAZ-
FC-068/ 11/ fid
FAZ-FC-068.11.fid
Bruker BioSpin GmbH
spect
CDCI3
296.4
zgfign
1D

5 mm PABBO BB/ 19F-1H/ D
Z-GRD 7108618/ 0786

16
191.5
1.0000
16.5000
0.7340
2018-07-23718:57:00
2018-07-23718:57:49
376.46

89285.7
-82484.6
19F
65536
131072

3.00]

10 -10 -30 -50 -70 -90

-110

1 (ppm)
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Synthetic Applications (Scheme 1)
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Parameter

Data File Name

Title

Origin
Instrument
Solvent
Temperature
Pulse Sequence
Experiment
Probe

© ® N e o s w N

10 Number of Scans
11 Receiver Gain
12 Relaxation Delay
13 Pulse Width

14 Acquisition Time
15 Acquisition Date
16 Modification Date

17 Spectrometer
Frequency

18 Spectral Width

19 Lowest Frequency
20 Nucleus

21 Acquired Size

22 Spectral Size

Value
Y:/ datal faz/ nmr/ FAZ-
FB-138/ 4/ fid
FAZ-FB-138 4.fid
Bruker BioSpin GmbH
spect
CDCI3
296.5
2g30
1D

5 mm PABBO BB/ 19F-1H
D Z-GRD 7108618/ 0786

16
1915

1.0000

15.0000

4.0894
2018-07-18723:00:00
2018-07-18723:00:39

400.13

8012.8
-1545.1
1H
32768
65536
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1 (ppm)
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Parameter Value NINN©©©OOo oo <t Ommom
1 Data File Name  C:/ Users/ Camila/ Desktopl S TS | S
050/ 6/ fid
2 Title FAZ-FC-050.6.fid
3 Origin Bruker BioSpin GmbH
4 Instrument spect
5 Solvent cDei3 CF3
6 Temperature 296.3
7 Pulse Sequence 2930 / \
8 E i
xperiment 1D \ /N
9 Probe 5 mm PABBO BB/ 19F-1H N
D Z-GRD 2108618/ 0786 \ \
10 Number of Scans 16 Me
11 Receiver Gain 1915 12
12 Relaxation Delay 1.0000
13 Pulse Width 15.0000
14 Acquisition Time 4.0894
15 Acquisition Date 2018-05-30T21:05:00
16 Modification Date 2018-05-30721:05:51
17 Spectrometer 400.13
Frequency
18 Spectral Width 8012.8
19 Lowest -1545.1
Frequency
20 Nucleus 1H
21 Acquired Size 32768
22 Spectral Size 65536
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1 (ppm)
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